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This compilation of data on the heat capacities and entropies of organic compounds in 
the condensed phase is a cumulative document and includes the following earlier 
published work on this subject: "Heat Capacities and Entropies of Organic Compounds in 
the Condensed Phase," E. S. Domalski, W. H. Evans, and E. D. Hearing, J. Phys. Chern. 
Ref. Data 13, Suppl. 1 (1984) and "Heat Capacities and Entropies of Organic Compounds 
in the Condensed Phase, Volume II," E.S. Domalski and E.D. Hearing, J. Phys. Chern. 
Ref. Data 19,881-1047 (1990). In addition, the literature through 1993 has been searched 
and the pertinent data reported has been included in Volume III. The latter volume 
provides data on 5332 individual entries for 2503 discrete organic compounds for which 
over 2200 articles have been examined, evaluated, and referenced. In addition to values 
for the heat capacity and entropy at 298.15 K, phase transitions for solid/solid, solidi 
liquid, and in some instances, solid/gas and liquid/gas are tabulated as enl.:UuUlereu ill the 

articles examined and evaluated. © 1996 American Institute of Physics and American 
Chemical Society. 

Key words: condensed phase; entropy; evaluated data; heat capacity; organic compounds; phase transitions; 
WLN. 
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1. Introduction 

This compilation provides heat capacity and entropy data 
on 5332 individual entries for 2503 discrete organic com
pounds in the liquid and solid phases. Data on the enthalpies 
and entropies of phase transitions which have been deter
mined from calorimetric measurements are also included. 
Over 2200 articles have been examined, evaluated, and ref
erenced. 

This compilation is a cumulative collection of two earlier 
documents published in 1984 and 1990 entitled: 

a1present address: 2247 Regina Drive, Clarksburg, MD 20871. 
©1996 by the U.S. Secretary of Commerce on behalf of the United States. 
All rights reserved. This copyright is assigned to the American Institute of 
Physics and the American Chemical Society. 
Reprints available from ACS; see Reprints List at back of issue. 
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"Heat Capacities and Entropies of Organic Compounds in 
the Condensed Phase," by E. S. Domalski, W. H. Evans, 
and E. D. Hearing, J. Phys. Chern. Ref. Data 13, Suppl. 1 
(1984) 

"Heat Capacities and Entropies of Organic Compounds in 
the Condensed Phase, Volume II," E.S. Domalski and E.D. 
Hearing, 1. Phys Chern. Ref. Data 19, 881-1047 (1990) 

and also a collection of the pertinent data from the literature 
through the end of 1993. 

Over the period from 1984 through 1993, several large 
compilations have been published which contain data on the 
thermodynamic properties of organic compounds in the con
densed phase; they are: 

"Thermodynamic Properties of Oxygen-Containing Or
ganic Compounds," by 1. A. Va:sil'ev aIlU V. M. Pelruv, 

Handbook, Leningrad, 240 pages (1984), 
"Thermodynamic Properties of Key Organic Oxygen 
Compounds in the Carbon Range C 1 to C4 • Part 1. Prop
erties of Condensed Phases," by R. C. Wilhoit, J. Chao, 
and K. R. Hall, J. Phys. Chern. Ref. Data 14, 1-175 
(1985), 
"Thermodynamic and Thermophysical Properties of Or
ganic Nitrogen Compounds. Part I. Methanamine, Etha
namine, 1- and 2-Propanamine, Benzenamine, 2-, 3-, and 
4-Methylbenzenamine" by 1. Chao, N.A.M. Gadalla, B.E. 
Gammon, K.N. Marsh, A.S. Rodgers, G.R. Somayajulu, 
and R.C. Wilhoit, 1. Phys. Chern. Ref. Data 19, 1547-
1615 (1990), 
"Thermodynamic and Thermophysical Properties of Or
ganic Nitrogen Compounds. Part II. 1- and 2-Butanamine, 
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2 E. S. DOMALSKI AND E. D. HEARING 

2-Methyl-1-propanamine, 2-Methyl-2-propanamine, Pyr
role, 1-, 2-, 3-Methylpyrrole, Pyridine, 2-, 3-, and 
4-Methylpyridine, Pyrrolidine, Piperidine, Indole, Quino
line, Isoquinoline, Acridine, Carbazole, Phenanthridine, l
and 2-Naphthalenamine, and 9-Methy1carbazole" by A. 
Das, M. Frenkel, N.A.M. Gadalla, S. Kudchadker, K.N. 
Marsh, A.S. Rodgers, and R. C. Wilhoit, 1. Phys. Chem. 
Ref. Data 22, 659-782 (1993). 

The latter compilations were useful in assisting us with the 
completeness of our search of the literature for papers on 
heat capacities, entropies, and phase transition properties of 
various organic compounds. The discussions on specific 
compounds were especially helpful in the assignment of a 
rating to our evaluation of those data. 

2. Scope of the Search 

Our coverage of the chemical literature extends from 1881 
through 1993. References containing data on the heat capaci
ties and entropies of organic compounds in the condensed 
phase were obtained primarily through searching Chemical 
Abstracts. Additional references were located tlirough 
searching the files of the Chemical Thermodynamics Data 
Center of the National Institute of Standards and Technology 
and the Bulletin of Chemical Thermodynamics. The original 
papers were examined to obtain the data which has been 
tabulated, to determine whether corrections should be ap
plied, and to qualitatively evaluate the reported measure
ments. 

The goal of the search has been to obtain heat capacity and 
entropy data for organic compounds at "room temperature," 
however, the temperature range included is 200-450 K. This 
extended range was chosen so that the user would have, 
whenever possible, values for temperatures close to room 
temperature even if the measurement range did not include 
298.15 K. Usually, the user can extrapolate such data to 
298.15 K or to temperatures outside of the reported range if 
desired. Values of the enthalpy and entropy of phase 
transitions-solid/solid, solid/liquid, as well as some solidi 
gas, and liquid/gas transitions-obtained from calorimetric 
measurements are included along with the data on heat ca
pacity and entropy. No specific search was made for the tran

sition properties. They are included as a by-product of the 
search for experimental heat capacity data. 

Corrections for relative atomic mass (atomic weight) and 
energy units have been made, where appropriate. Values 
have been reported at "298 K" with the ice point taken as 
273.1, 273.15, or 273.16 K; the correction for this small 
change is much less than the precision and accuracy of the 
data. Some researchers did not provide tabulated values of 
C p and 5 as a function of temperature, but gave an equation, 
such as: C p = A + BT + CT2. In these cases, a value for C p 

and/or 5 at 298 K was derived from the equation provided. 
Some researchers have provided only graphs of C p as a func
tion of temperature. For good quality graphs, estimates of 
C f1 at 298 K were extracted and correspondingly identified. 
Care was taken to assure that heat capacity data reported in 
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International Steam Table (IT) energy units were converte( 
to the International System of Units (SI Units). Except fo 
very precise data, corrections involving energy units for mos 
measurements since about 1930 are often within the uncer 
tainty of the data. Older data are of lower precision so tha 
corrections are not needed. In general, transition tempera 
tures are those reported by the investigator. The effort t( 
convert each investigator's temperature scale to the 1990 In 
ternational Temperature Scale was not warranted. 

3. Arrangement of the Data 

The table of heat capacities, entropies, and phase transi 
tions given in this compilation contains data entries for j 

variety of organic compounds. The entries here, as in tht 
1984 amI 1990 J. Phys. Chem. Ref. Data publication,1.2 an 
arranged in the order of the empirical formulae of the com 
pounds; isomers are further separated by their Wiswesse 
Line Notation3 The latter notMion system has heen llsecl t( 

represent the structure of the organic compound. Under, 
given organic substance, the data from the pertinent paper: 
are included. The data from each paper form a separate entry 
complete with identification of the reference source. Wher 
there are several reference entries for a compound, they an 
arranged chronologically by year. For each entry the date 
given are: molecular (empirical) formula for the compound 
physical state, reference code, compound name(s), followec 
by the values for the heat capacity, entropy, and, where avail 
able, phase transition data. The entry of information is com 
pleted by the molecular weight (in units of g. mol- 1 ) 

Wiswesser Line Notation for the compound, and an evalua 
tion of the presentation of the experimental results and tht 
quality of the data. The formula given is the empirical for 
mula for the compound; water of hydration is shown as 
. (n)H20. The elements are arranged in the order C, H(D, T) 
followed by the other elements in alphabetical order of thei 
chemical sYIl1bols; One. or more names are given for ead 
compound. No attempt has' been made to conform to a rig 
uruusly sysll::mali<.: IlUllll::lldalure. Common names and sys 
tematic names are used; alternate names have been give] 
freely. All names used appear in the Compound Name
Formula Index in Section 8, which should assist the reac1e 

who is aware of the compound name but not its empirica 
formula. This index also contains the Chemical Abstract 
Service Registry Number (CASRN) for each compounl 
listed. Occasionally, a CASRN is not available due to rea 
sons such as: ambiguous nature of the name of the com 
pound as reported in the literature, partial deuteration of 
compound, or poorly defined complex formation. The bibli 
ography is provided in Section 9. The reference code is c 
the form XXAAAIBBBN, where XX are the last two digit 
of the year of publication of the paper, AAA is the first thre 
letters of the last name of the first author and BBB is the fin 
three letters of the last name of the second author (if present 
Authors after the first two are disregarded. N is a digit fror 
2 to 9 used to indicate a second, third, ... paper with the sam 
year and author codes. Thus, 60BRO/SMI2 refers to a papE 
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by Brown and Smith appearing in 1960, the second one with 
authors BRO ... and SMI...; 44JON is a 1944 paper by Jones. 
The full citation appears in the bibliography arranged ac
cording to the reference codes. For papers published before 
1900, all four digits for the year are used. 

Wh<:ll autiJor:'> have given a table of smoothed values for 

the heat capacity, the value at 298 K (interpolated if neces
sary) or the value nearest to that temperature is given. If 
experimental measurf'mf'nts ::lre repre"f'nted only by a 
smoothing equation, this is used to calculate the value given. 
If only the un smoothed experimental results are given by the 
authors, one of these is given, with the corresponding tem
perature. Such a selection is accompanied by a remark. 

The third-law entropy is given at 298 K or at the tempera
ture closest to this temperature. The value is that obtained by 
the authors; we have not reintegrated the heat capacity data 
to re-evaluate the entropy. 

Phases are indicated by g, liq, c, c,I, c,n, etc. In general, 
no attcmpt has been made to specify the crystalline form of 
the solid phases; c,l is used for the form stable at the melting 
point. For each phase transition, the appropriate process, i.e., 
c/liq. the temperature in kelvins, the enthalpy and entropy 
change for the isothermal process, and when appropriate, the 
pressure, are given. The entropy change D..S is taken as 
D..HIT unless indicated otherwise. Energy values are given in 
joules and can be related to the thermochemical calorie by 
the conversion factor: 4.1840 joules equals one thermo
chemical calorie. Pressures are given in kilopascals~ one 
standard atmosphere is 101.325 kPa. 

The molecular weight is based upon the 1991 IUPAC 
Table of International Atomic Weights.4 Three exceptions are 
m~rtf': the ~t{)mic weight" of hydrogen. nitrogen. and fluorine 
are taken as 1.0079, 14.0067, and 18.9984 rather than 
1.00794, 14.00674, and 18.9984032, respectively. When the 
molecular weight differs from that originall y used by the 
authors, appropriate corrections to the values have been 
made. 

An indication of our general evaluation of the data re
ported is given as A (high quality), B (good), C (average), 
and D (low quality). This rating is based upon the method 
used, the details of the measurements as reported, the num
ber of measurements, purity of the sample, calibrations, and 
corrections applied to the data; it is intended as a guide to 
those data we feel are more reliable. In addition, the number 
of significant figures given for the numerical values indicates 
roughly the quality of the data. In general, papers that are 
rated as being of high quality provide a detailed description 
of the cryostat used. the experimental procedure, the purity 
and characterization of the sample, calibration results, both 
raw and smoothed data for the temperature range over which 
measurements were made. and comment on the precision and 
accuracy of their data. An absence of numerical or descrlp
tive information. or poor agreement with a detailed and ac
curate study can lead to a low rating. 

All of the names used to identify the compounds are in
cluded in the Compound Name-Formula Index with the ap
propriate empirical formulae. Prefixes such as lert-. ortlzo-. 

(}'-, 1,2-, (but not Iso) are disregarded in the alphabetization 

of the names. 
The sequencing of the compounds is based on the empiri

cal formula. The formulae'are sorted a\phabctica1\y by tbe 
first atomic symbol, then by the number of atoms of this 
element present ({he Hill Indexing Sysrems). As was {he 
practice with the 1984 1. Phys. and Chern. Ref. Data 
publication, I C, carbon, is always the first element. This ar
ranged list of fonnulae is then sorted by the second atomic 
symbol (H, hydrogen, if present), and then by the number of 
atoms of this element. The sorting proceeds alphabetically 
thereafter for each e\ement present. The fonowing list illus
trates this scheme: 

C 

CO2 

C2Cl30 2 

C2H3Cl2 

C2H3CI 

Isomeric compounds are further sorted by their Wiswesser 
Line Notation: 

C4H lOO 202 C2H5OC2Hs 

301 C3H7OCH3 

QIYl&l (CH3hCHCH2OH 

QXl&l&l (CH3hCOH 

QY2&1 C2HsCH(CH3)OH 

4. Definitions 

Heat Capacity. The heat capacity is defined as the deriva
tive of the energy of the system with respect to the tempera
ture under specified conditions. The heat capacity may be 
stated as an average value over a temperature range or the 
limiting value over an infinitesimal temperature change. If 
the system is maintained at constant volume. the heat capac
ity. Ce" is given by the derivative of energy with respect to 
temperature, 

Cv (iJUliJT)v' 

where U is the intemal energy. 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 
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If the system is maintained at constant pressure, the heat 
capacity, C p' is given by: 

Cp=(aHlaT)p' 

where H is the enthalpy. 
The values of heat capacity reported in this paper are those 

at constant pressure and correspond to one mole of a speci
fied substance; the units are thus, J ·mol- I . K- I . 

Experimentally, the heat capacity, C p' is obtained from 
the enthalpy change at constant pressure over a small tem
perature change. This value is associated with the tempera
ture at the midpoint of the temperature range: 

Cp=dHI(T2-TI ) at (T I +T)/2. 

Actual heat capacity measurements, or C sat' for liquids 
and solids are normally made with the sample in equilibrium 
with its. own vapor pressure or saturation pressure; the cor
rection from Csat to Cp at the standard pressure, 101.325 kPa 
(l atm) is usually negligible for solids and for liquids below 
their boiling pOint. For volatile organic compounds in the 
condensed phase, a correction for the enthalpy of vaporiza
tion of the condensed phase as well as the heat capacity of 
the vapor phase must be applied. 

For nonvolatile solid organic compounds, the relationship 
between C p and C sat is given by: 

C p - Csat= [T(aPI aT)sat][aVI aT) p], 

where (a PlaT) sat is the slope of the vapor pressure or satu
ration pressure curve and (aVI aT) p is the volume expansiv
ity of the solid. Again, the magnitude of this correction is 
usually negligible. 

Entropy. For totally reversible processes, the entropy 
change of a system is equal to the amount of heat, Q ab
sorbed by the system divided by the temperature, T. For an 
infinitesimal change in entropy: 

dS=dQIT. 

Entropy and heat capacity are related by the following 
expressions: 

«(}SI(}T)v CvIT, at cunslant vulume, 

(aSI aT) p = C p IT, at constant pressure, 

(;;SI ;;T) C:mJT, at equilibrium vapor pressure 

along the two phase line. 

The (calorimetric) entropy is obtained by integration of 
lhe measureu values u[ C p IT [WIll lite luwest tempeIature of 

measurement to the reported temperature. Various methods 
have been used to extrapolate from the lowest experimental 
temperature to zero kelvin. Appropriate values of the entro
pies of phase changes must be added. The entropy at zero 
kelvin is taken as zero for the stable crystalline state, with the 
addition of residual (zero point) entropy, not removed by the 
extrapolation, due to non-random ordering, optical isomer
ism. or multiple electronic ground states for the molecule. 
Thus, 

(TI 
S~= SoC zero point) + J 0 (Cp IT)dT( extrapolation) 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 

For additional discussions on the concept of entropy, tl 
reader should consult Refs. 6 and 7. 

Phase Transitions. A process by which a substance unde 
goes a change of physical state, i.e., solid-solid, solid 
liquid, solid-gas, or liquid-gas, is known as a phase trans 
tion or phase change. The phase change is accompanied by 
transfer of energy (commonly referred to as latent heat) ar 
a change in volume while both temperature and pressure n 
main constant. For a phase change which is carried out n 
versibly (i.e., under equilibrium conditions) at a cons tal 
temperature and pressure, the total GIbbs energy remains UI 

changed. If there is an enthalpy (or heat) change, then 
follows that there will also be an entropy change for tJ: 
process, because: 

dH-dST=O or dS=dHIT. 

These equations are applicable only for the temperatUl 
and pressure at which the phases are in equilibrium. F< 
phase changes solid-solid, solid-liquid, solid-gas, liquid 
gas encountered in the accompanying tables in Section ' 
dH refers to the isothermal enthalpy change at the transitic 
temperature. Corrections can be applied to the experiment 
data for premelting effects to isothermal conditions. TJ: 
pressure, unless specified, is the vapor pressure of the sui 
stance at the transition temperature; the correction to a stal 
dard state pressure is usually negligible at ordinary pressun 
for a solid-solid transition and for fusion. The entro~ 

change is ta~~n as dH IT at the equilibrium pressure. 
Some investigators have reported the measurement ~ 

anomalous phase changes in which the volume and entwI 
are continuous, but the heat capacity is discontinuous. Du 
ing such phase changes no latent heat is present and tl 
shape of the curve of the heat capacity plotten a<; a fllnrti( 

of temperature often resembles the Greek letter lambda at tl 
transition point. Such a transition is called a "lambda tram 
tion." In order to differentiate these anomalous transitio! 
from ordinary phase changes, it has become customary 
identify normal phase changes as phase changes of the fir 
order and atypical phase changes as those of the second c 
def. The discontinuity which occurs in a first order pha 
transition is a commonly observed phenomenon; howev( 
the discontinuity associated with a second order phase tra 
sition has been more difficult to identify and/or interpn 
Sometimes the discontinuous nature of the heat capacity 
questioned in a second order transition because experimen1 
measurements show a peak or a hump at the transition ter 
perature rather than an unambiguous discontinuity. A pha 
change which is accompanied by changes in the entropy a 
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volume and whose first-order derivatives of the Gibbs energy 
with respect to temperature and pressure change discontinu
ously is known as a phase change of the first order, 

S= -(aGlaT)p and v=(aGlaPh. 

A phase change which is accompanied by changes in the 
heat capacity, volume expansivity, and isothermal compress
ibility and whose second order derivatives of the Gibbs en
ergy with respect to temperature and pressure change discon
tinuously is known as a phase change of the second order, 

C p IT= (aSI aT) p= - (a2GI aT2) p, 

KV= -(aVlaPh= -(a2Glap 2h, 
[3V= (aVI rJT) p = (a2GI aT aPh,p, 

where K is the isothermal compressibility and [3 is the vol
ume expansivity. The relationship between these quantities 
and the pressure and temperature is given below by Ehren
fest's Equation.s 

dPI dT= [C p(f) - C p( i) ]/[ TV([3(f) - [3i))], 

dPI dT= [f3(f) - f3(f) - f3( i) ]/[K(f) - K( i)], 

where i and f represent the initial and final states of the 
phase change. 

For additional discussion regarding first and second order 

phase transitions, the reader should consult Refs. 9, 10, and 
11. 
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7. Table of Heat Capacities, Entropies, and 
Phase Transition Properties 

C (c) 34JACIPAR 

C 

C 

Graphite; Carbon, graphite 
Heat Capacity 293.5 K, Cp =8.498 J·mol-I·K- I 

Temperature range 93 to 294 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, 5=5.69 J·mol-I·K- I 

Extrapolation below 90 K, 0.761 J·mol-I·K- I. 
Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation A(Cp ),B(5) 

Acheson No. 38 graphite 

(c) 36ROBIFOX 
Diamond; Carbon, diamond 

Heat Capacity 295 K, Cp =6.081 J·mol-I·K- I 

Temperature range 90 to 320 K. Type 1, homogeneous; 
Cp =5.930 J·mol-I·K- I for Type 2, mosaic structure. 

Molecular Weight 1 LV ltV 

Wiswesser Line Notation C 
Evaluation C 

(c) 

Diamond; Carbon, diamond 
Heat Capacity 287.96 K, Cp =5.669 J·mol-I·K- I 

38PIT 

Temperature range 70 to 288 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=2.448 J·mol-I·K- I 

Extrapolation below 70.8 K, 0.0322 J. mol-I. K- I. 
Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation 

C (c) 53DES 
Diamond; Carbon, diamond 
Heat Capacity 298.16 K. 

Temperature range 25 to 300 K. 
Entropy 298.16 K, 
Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation B 

C (c) 

Graphite. Acheson: Carbon. graphite 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 

Entropy 298.15 K. 
Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation A 

C (c) 

Graphite: Carbon. graphite 
Heat Capacity 298.15 K. 

Temperature range 17 to 300 K. 
Entropy 298.15 K, 
Molecular Weight 12.0 II 0 
Wiswesser Line l'iotation C 
Eyaluation A 

53DES/TYL 

55DES 

5=5.3953 J·mol ~I·K~I 
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C 

C 

C 

C 

(c) 57DESffY 
Graphite, Acheson, irradiated; Carbon, irradiated graphite 
Heat Capacity 298.15 K, Cp =8.937 J·mol-I·K- I 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 5=6.243 J·mol- I·K- I 

Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation A 

Stored energy of about 1987 J. g -I. 

(c) 58DES/MO 
Diamond; Carbon, diamond 
Heat Capacity 277.68 K, Cp =5.3078 J·mol-I·K- I 

Temperature range 13 to 277 K. Value is unsmoothed experiment: 
datum. 

Entropy 100.00 K, S=0.0720 J·mol-I·K- I 

Agreement with DeSorbo (1953) data above 100 K. 
Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation A 

(c) 
Diamond; Carbon, diamond 
Heat Capacity 298.15 K, 

Temperature range 273 to 1073 K. 

Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation A 

(c) 

Graphite; Carbon, graphite 
Heat Capacity 300 K, 

Temperature range 298 to 1723 K. 
Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation A 

Special Spectroscopic Electrode Grade SPK. 

62VIl 

65MCI 

C (c) 70LUTNO 

C 

Graphite; Carbon, graphite 
Heat Capacity 298.15 K, 

Temperature range 57 to 320 K. 

Entropy 298.15 K, 
r2 extrapolation below 50 K. 

Molecular Weight 12.0110 
Wiswesser Line Notation C 

Evaluation B 
Prepared by electrode technique from petroleum coke and coal tar pitel 
Heat treated at 3000° C. 

(c) 

Graphite: Carbon. graphite 
Heat Capacity 298.15 K. 

Temperature range 52 to 315 K. 
Entropy 298.15 K. 

r2 extrapolation below 50 K. 
Molecular Weight 12.0 II 0 
Wiswesser Line Notation C 
Evaluation B 

70LUTNO 

5=5.644 J·mol-I·K- I 

Sample with density 2.0 g. cm -:1 prepared from petroleum coke aI 

coal tar pitch by heat treatment under pressure at 2400°,C. Density 
2.1 g. cm -1 obtained by same process with addition of metal catalys 
Both heat treated at 3000°e. 
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C (c) 70LUTNOL 

C 

Graphite, pyrolytic; Carbon, pyrolytic graphite 
Heat Capacity 298.15 K, Cp =8.054 J·mol-1·K- 1 

Temperature range 51 to 311 K. 
Entropy 298.15 K, 5=5.431 J·mol-1·K- 1 

T2 extrapolation below 90 K. 
Molecular Weight 12.0110 
Wiswesser Line Notation C 

Evaluation B 
Prepared by deposition from methane on hot graphite surface 

(2100°C). Heat treated at 3000°C. 

(c) 70LUTNOL 
Graphite, natural Taiguinski; Carbon, natural graphite 
Heat Capacity 298.15 K, Cp=8.054 J·mol- I . K- I 

Temperature range 51 to 311 K. 
Entropy 298.15 K. 5=5.431 J·mol-1·K- 1 

T2 extrapolation below SO 

Molecular Weight 12.0110 
Wiswesser Line Notation C 

Evaluation B 
Values ure taken as those of pyrolytie graphite. 

C (C) 70LUTNOL 
Carbon, baked; Baked carbon 
Heat Capacity 298.15 K, 

Temperature range 52 to 302 K. 

Entropy 298.15 K. 
T2 extrapolation below 50 K. 

Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation B 

5=6.201 J·mol-I·K- 1 

C (amorp) 7 OTAKlWES 
Carbon, glassy; Glassy carbon 
Heat Capacity 298.15 K, 

Temperature range 5-350 K. 
Entropy 298.15 K, 

Values actually S-So; there may be a residual emropy. 
Molecular Weight 12.0110 

Wiswesser Line Notation C 
Evaluation A 

C (c) 72SHEIBEL 

C 

Graphite; Carbon. graphite 
Heat Capacity 298 K, Cp =8.12 J·mol-1·K- 1 

Temperature range 273 to 3650 K. CI' calculated from equation 

applicable to the temperature range 273 to 1000 K. 
Molp('uhu Weight I! nIl n 
Wiswesser Line Notation C 

Evaluation B 

(el 

Graphite: Carbon. graphite 

73BUT/MAD 

Heat Capacity 300 K. C p = 8.6186 J. mor- I . K -: 

Temperature range 200 to 3500 K. Least squares fit of 'best' data gives: 
C n =0.538657+9.11129X 10'6 T-90.2725 T- I -43449.3 r2 
+'1.59309 X 107 T~ 1.43688 X 109r4 cal.g-I·K- I (250 to 3000 KJ. 

Molecular Weight 12.0110 
Wiswesser Line Notation C 

Evaluation A 
Results from an evaluation of literature data. 

C (c) 73MARIVOL 
Graphite; Carbon, graphite, single-crystal 
Heat Capacity 298.15 K, Cp =8.11 J·mol-I·K- 1 

Temperature range 1 to 3000 K. Cp =0.6752 J.g-I·deg- I. 

Entropy 298.15 K, S=5.51 J·mol-I·K- I 

Molecular Weight 12.0110 
Wiswesser Line Notation C 

Evaluation A 

5;.::::0.4585 .deg- 1, 

Results from an evaluation of literature data. 

C (c) 76VOLIBUC 
Diamond; Carbon, diamond 
Heat Capacity 300 K, Cp =6.57 ]·mol-I·K- I 

Temperature range 300 to 1200 K. Natural diamond; C p calcUlated by 
extrapolation of value at 350 K. 

Molecular Weight 12.0110 
Wiswesser Line Notntion C 

Evaluation C 

C (c) 76VOLIBUC 

C 

Diamond; Carbon, diamond 
Heat Capacity 300 K, Cp =6.61 ]·mol-I·K- I 

Temperature range 75 to 1200 K. SAM synthetic diamond. 
Molecular Weight 12.0110 

Wiswesser Line Notation C 
Evaluation C 

(c) 

Diamond; Carbon, diamond 
76VOLiBUC 

Heat Capacity 300 K, C p -G.37 ]·llIul- 1 ·K- 1 

Temperature range 75 to 1200 K. Ballas synthetic diamond. 
Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation C 

C (c) 80TAY/GRO 

C 

C 

Graphite; Carbon, GPCO graphite 
Heat Capacity 300 K, 

Temperature range JOO to 2400 K. 

Molecular Weh!ht 12.0110 
Wiswesser Line Notation C 
Evaluation A 

(c) 

Graphite: Carbon. graphite 
8 I ISAIWAN 

Heat Capacity 300 K, C p = 10.05 J. mor- I . K - I 

Temperature range ~u to .iUU K. CI'=~.72,:)XIO-4T + 6.27XIO- o 

T2+6.309XIO-9 T~ J.g-I·K- I . Value calculated from equation. 

Molecular Weight 12.01[0 
Wiswesser Line Notation C 
~valuation B 

Poco process graphite: POCO-AXM 5Q I. 
(c) 87DOB/PER 

Carbon: Graphite 
Heat Capacity 350 K, 

Temperature range 300 to 1800 K. 
IVloiecular Weight 12.0110 

Wiswesser Line Notation C 
Evaluation A 

POCO AXM-SQl graphite. 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 



8 E. S. DOMALSKI AND E. D. HEARING 

C (c) 
Diamond; Carbon, diamond 
Heat Capacity 

90MORISMI 

Temperature range 220 to 740 K. Data given graphically only. 
Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation B 

Synth~ric rliamoncl with CI3 composition of 1.1 and 0.7%. 

C (c) 91YINILIU 
Graphite; Carbon, graphite 
Heat Capacity 298 K, Cp =8.23 J·mol-I·K- 1 

Temperature range 300 to 420 K. C p value reported at 298 K is 0.685 
J/g.K. 

Molecular Weight 12.0110 
Wiswesser Line Notation C 
Evaluation B 

CBrCI3 (liq) 
Bromotrichloromethane 
Heat Capacity 298 K, 

Mean value 25 to 50°C. 
Molecular Weight 198.2740 
Wiswesser Line Notation GXGGE 
Evaluation C 

CBrF3 (Iiq) 
Dromotrifluoromcthllnc 

Heat Capacity 293 K, 

Temperature range 163 to 293 K. 
Molecular Weight 148.9102 
Wiswesser Line Nutatiull FXEFF 

Evaluation C 

CBr4 (c) 
Carbon tetrabromide; Tetrabromomethane 

59BENrrHO 

84STO/CHA 

39FREIHIL 

Heat Capacity 298 K, Cp =148.4 ]·mo\-I·K- 1 

Temperature range 298 to 423 K. 
Phase Changes 
c,II/c,I 

r ,TJlif} 

320.0 K, 

Molecular Weight 331.6270 
Wiswesser Line Notation EXEEE 
Ev~uation B 

~H=5941 J·mo\-I 
~S=18.57 J'mol- I K- 1 

~H=3954 ]·mol- I 

~S= 10.89 J·mol-I·K- 1 

CBr4 (c) 56MARISTA 
Carbon tetrabromide: Tetrabromomethane 
Heat Capacity 300.6 K. Cp =128.66 J·mol-I·K- 1 

Temperature range 22 to 84°C. 
Phase Changes 
c.II1c.I 320.0 K, 

Molecular Weight 331.6270 
Wiswesser Line Notation EXEEE 
Evaluation B 

!lH=6669 J·mol- 1 

~S=20.84 J·mol-I·K- 1 

CBr.t (c) 84BIC/MIN 
Carbon tetrabromide: Tetrabromomethane 
Heat Capacity 298.15 K. C,,=145.9 J·mo!-I·K- 1 

One temperature. CI, given as 0.44 J. K- 1 • g-I. 

Molecular Weight 331.6270 
Wiswesser Line Notation EXEEE 
F.vaillation B 
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CBr 4 (Jiq) 48Kl 
Carbon tetrabromide; Tetrabromomethane 
Heat Capacity 373 K, Cp =162.3 J·mol-I·K- 1 

Temperature range 96 to 182°C. Mean C p , three temperatures. 
Molecular Weight 331.6270 
Wiswesser Line Notation EXEEE 
Evaluation D 

CClz,Fz, (liq) ~IRlTFIFI 

Dichlorodifluoromethane; Freon 12 
Heat Capacity 290 K, Cp =126.8 J·mol-I·K- 1 

Heat capacity measured at 230 K and 290 K using two differE 
methods. Cp at 230 K is 106.3 ]·mol-1·K- 1• 

Molecular Weight 120.9138 
Wiswesser Line Notation GXGFF 
Evaluation C 

CCI20 (Jiq) 
Carbonyl chloride; Phosgene 
Heat Capacity 280 K, 

Temperature range 15 to 280 K. 

48GINJC 

Entropy 280.71 K, S=198.11 J·mo!-I·K- 1 

A value of So of 6.82 J·mol-I·K- 1 has been added to the calorimetl 
value of S 280- So· 

Phase Changes 
c/Iiq 

liq/g 

145.37 K, 

280.71 K, 

Molecular Weight 98.9164 

Wiswesser Line Notation GVG 
Evaluation A 

CCI20 (Iiq) 
Carbonyl chloride; Phosgene 
Heat Capacity 160.55 K, 

tlH=5736 J'mol- I 

~S=39.46 J·mol-I·K- 1 

~H=24401 J·mol- I 

~S=86.93 J·mol-1·K- 1 

p= 101.325 kPa. 

60GINO~ 

102.59 J ·mol-I·K- 1 

Temperature range 13 to 160 K. Value 
datum. 

un smoothed experimen 

Entropy 280.76 K, 

Data for liquid from 48GINJON. 
Phase Changes 
c,III/liq 

c,II/liq 

c,I/liq 

142.09 K, 

145.37 K, 

Molecular Weight 98.9164 
Wiswesser Line Notation GVG 
Evaluation A 

CCI3F (liq) 
Fluorotrichloromethane: Freon 11 

S= 192.80 J ·mol-1·K- 1 

~H=4732 J·mol- I 

~S=34.00 J·mol-I·K- 1 

~H=5586 J·mo!-I 
~S=39.31 J·mol-I·K-\ 

~H=5745 J'11101- 1 

tlS=39.52 J·mol-I·K- 1 

40BEN/MC 

Heat Capacity 298.15 K, CfJ=126.7 J·mo}-I·K- 1 

Temperature range 261 to 347 K. Data calculated from equation. 

Molecular Weight \ 37 .36'84 
Wiswesser Line Notation GXFGG 

Evaluation B 
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CCl3F (liq) 410SB/GAR 
Fluorotrichloromethane; Freon 11 
Heat Capacity 298.15 K, Cp =121.55 J·mol-I·K- 1 

Temperature range 15 to 290 K. Value for saturated liquid. 
Entropy 298.15 K, S=225.60 J·mol-I·K- 1 

Value for saturated liquid. 
Phase Changes 
clliq 162.68 K, 

liq/g 290.40 K, 

Molecular Weight 137.3684 
Wiswesser Line Notation GXFGG 
Evaluation A 

CCl3F (liq) 
Fluorotrichloromethane; Freon 11 

Phase Changes 
c/liq 165.4 K, 

Molecular Weight 137.3684 
Wiswesser Line Notation GXFGG 
Evaluation C 

LlH=6893.6 J'mol- I 

LlS=42.38 J. mol-I. K- 1 

LlH=25209 J·mol- I 

LlS=86.81 J·mol-I·K- 1 

P=80.33 kPA. 

82MAR 

LlH=7900 J'mol- I 

LlS=47.8 J·mol-I·K- 1 

CCl3F (liq) 92WIR/BRA2 
Fluorotrichloromethane; Freon 11 
Heat Capacity 303.15 K, Cp =122.5 J·mol-1·K- 1 

Temperature range 288 to 503 K. p=0.6 MPa. 
Molecular Weight 137.3684 
Wiswesser Line Notation GXFGG 
Evaluation A 

CCI4 (liq) 22LAT 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 290 K, Cp = 133.9 J·mol-1·K- 1 

Temperature range 39.1 to 290 K. 
Entropy 298 K, 5=205.4 J·mol-1·K- 1 

Phase Changes 

c,IUc,I 

c,I/liq 

224.6 K, 

249 K, 

Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

LlH=4600 J·mol- 1 

LlS=20.5 J·mol-I·K- I 

LlH=2694 J·mol- 1 

Ll5=10.8 J·mol-I·K- 1 

CCI4 (Iiq) 24WILIDAN 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 303 K, Cp = 128.9 J ·moI-I·K- 1 

Temperature range 303 to 330 K. Equation only. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation C 

CCl4 (liq) 25WILIDAN 
Carbon tetrachloride: Tetrachloromethane 
Heat Capacity 293.2 K. C!,= \ 2ltO J ·mol- I. K- I 

Temperature range 20 to 50°C. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

CCI4 (liq) 32RICIWAL 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.1 K, Cp = 130.5 J·mol-I·K- 1 

Temperature range 293 to 323 K. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation C 

CCI4 (liq) 33KOLIUDO 
Carbon tetrachloride; Tetrachloromethane 
Ht:al Capadly 288.3 K, C p = 126.4 J·mol-I·K- I 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation C 

CCI4 (liq) 34KOLlUD02 
Carbon tetmchloridc; TetrachloromethallC 

Heat Capacity 288.3 K, Cp =126.4 J·mol-I·K- I 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation C 

CCI4 (Jiq) 37STU 

Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.1 K, Cp =132.63 J·mol- I·K- I 

Temperature range 90 to 320 K. 
Entropy 298.1 K, S=219.2 J·mol-1·K- 1 

Extrapolation below 91 K; 74.31 J·mol-I·K- 1• 

Phase Changes 
c,II/c,I 225.63 K, ~H=4602 J'mol- I 

LiS=26.40 J.mol-I.K I 

c,I/liq 250.37 K, 

Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B(Cp)'C(S) 

LlH=2431 J·mol- I 

LlS=9.71 J·mo!-I·K- I 

CCI4 (Jig) 37VOL 

Carbon tetrachloride; Tetrachloromethane 
Heat Capacity .298 K, Cp = 133.1 J·mol-I·K- I 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

CCl4 (Jiq) 
Carbon tetrachloride; Tetrachloromethane 

37VOL 

Heat Capacity 29R K. r'p= n3 () T.mo1- 1 • K-I 
One temperature. C p given as 0.2066 cal· deg -I. gram -I. 

Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

CCI4 (liq) 39PHI 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 301.2 K, Cp = 133.1 J·mol-I·K- I 

One temperature. 

Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation C 
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CCl4 (lig) 41ZHD 
Carbon tetrachloride: Tetrachloromethane 
Heat Capacity 298.1 K, Cp =132.2 J·mol-1·K- 1 

Temperature range 5 to 46 dc. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation C 

CCl4 (lig) 
Carbon tetrachloride; Tetrachloromethane 

44HIC/HOO 

Heat.Capacity 298.15 K, Cp =131.67 J·mol-1·K- 1 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,! 

c,JJliq 

225.35 K, 

250.3 K, 

Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation A 

LlH=4582 J·mol- 1 

LlS=20.33 J·mol-1·K- 1 

AH-2515 Jrnol- 1 

LlS=10.05 J·mol-1·K- 1 

eel.. (liq) 4gKUR 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298 K, Cp = 128.8 J·mol-I·K- 1 

Temperature range - 20 to 72 dc. Mean C p' four temperatures. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation D 

CCl.. (Jig) 
Carbon tetrachloride; Tetrachloromethane 

55 STAff UP 

Heat Capacity 298 K, Cp =132.59 J·mol-I·K- 1 

Temperature range 295 to 339 K. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Ev~uation B 

eel" (Jiq) 

Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 300 K. 

Temperature range 243 to 303 K. 
Molecular 'Veight 153.8230 

Wiswesser Line Notation GXGGG 
Evaluation B 

CCl~ (Jig) 
CUrbUll tctlm;hlUliuc. TclladdUlulllcthullC 

57HARJMOE 

57HARIMOE 

Heat Capacity 303.3 K. C,,= 130.5 J·mo1- I·K- 1 

Temperature range 254 to 303 K. Un smoothed experimental datum. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation C 

CCI.. (\iq) 67RAS/GAN 
Carbon tetrachloride: Tetrachloromethane 
Heat Capacity 293 K. C,,=131.5 J·mol-I·K- 1 

Temperature range 293 to 333 K. 
:\lolecular \Veight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation C 
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CCl4 (Jig) 
Carbon tetrachloride; Tetrachloromethane 
Phase Changes 
c,IIIc,I 225.35 K, 

c,IIlig 250.3 K, 

Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation A 

CCl4 (c) 
Carbon tetrachloride; Tetrachloromethane 

70CH~ 

LlH=4581 J'mol- 1 

LlS=20.33 J·mol-1·K- 1 

LlH=2515 J·mol- 1 

LlS= 10.04 J·mol-1·K- 1 

71ATA/( 

Heat Capacity 46 K, Cp =44.22 J·mol-I·K- 1 

Temperature range 3 to 46 K. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation A 

CCl4 (lig) 
rarhon tetrachloride: Tetrachloromethane 
Heat Capacity 298 K, 

Temperature range 298 to 318 K. 
Molecular Weight 153.8230 
Wi!>we!>!>er Line Notation GXGGG 

Evaluation B 

CCl4 (lig) 
Carbon tetrachloride; Tetrachloromethane 

71DESIB 

72ARE~ 

Heat Capacity 256.10 K, Cp =131.8 J·mol-1·K- 1 

Temperature range 243 to 256 K. Value is unsmoothed experime 
datum. 

Phase Changes 
c,lI/lig 

c,Illig 

Stable phase. 

245.70 K, 

250.28 K, 

Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation A 

eel" (Jiq) 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.15 K, 

Temperature range 298 to 323 K. 
Molecular Weight 153.8230 

Wiswesser Line Notation GXGGG 
Evaluation B 

CCl~ (iig) 
Carbon tetrachloride; Tetrachloromethane 

LlH=1848 J·mol- I 

LlS=7.52 J·mol-1·K- 1 

LlH=2588 J·mol- 1 

LlS= 10.22 J·mol-I·K- 1 

73SUBJI< 

74WILI~ 

Heat Capacity 293.15 K, Cp = 131.66 J·mo!-I·K- 1 

Temperature range 273 to 323 K. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

CCl,. (Jig) 
Carbon tetrachloride; Tetrachloromethane 

75GRO/I 

Heat Capacity 298.15 K, Cp =131.9 J·mo!-I·K- 1 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 
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CCl4 (Jiq) 76FORfBEN 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.15 K, Cp =131.36 J·mol-I·K- 1 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

CCl4 (liq) 76FORfBEN2 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.15 K, Cp =131.401 J·mo]-I·K- 1 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation A 

CCl4 (liq) 
Carbon tetrachloride; Tetrachloromethane 
Phase Changes 
c,lI/c,I 225.7 K, 

(c,lI/c,Ib) 
c,I/Jiq 250.53 K, 

(c,IbIlig). Data also given for (c,IaIliq): 
246.00 K, 

Molecular Weit,!ht 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation A 

76MORJRIC 

AH=4631 J·mol- I 

A5=20.52 J·mol-1·K- 1 

AH=2562 J·mo!-I 
AS = 10.226 J ·mol-1·K- 1 

AH= 1830 J·mol- I 

A5=7.44 J ·mol-1·K- 1 

CCl4 (Jig) 77VES/SVO 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.15 K, Cp =131.40 J·mol-I·K- 1 

Temperature range 298 to 318 K. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

CCl4 (Jiq) 
Carbon tetrachloride; Tetrachloromethane 

78GRO/WIL 

Heat Capacity 298.15 K, C,,, = 131.57 J. mol-I. K- 1 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

CCI~ (Jig) 
Carbun It:lral:lJluIiut:; Tt:lradllullJlIlt:tham: 

Heat Capacity 298.15 K, 

One temperature: 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 

Evaluation B 
CCI~ Oiq) 

Carbon tetrachloride: Tetrachloromethane 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

79VES/ZAB 

79WILIFAR 

CCl4 (Jiq) 79GROIHAM 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.15 K, Cp = 131.6 J·mol-I·K- 1 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

CCI4 (liq) 
Carbon tetrachloride; Tetrachloromethane 

81ATAIELS 

Heat Capacity 293.15 K, Cp = 129.8 J·mol-I·K- 1 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGOG 
Evaluation B 

CCl4 (Jiq) 
Carbon tetrachloride; Tetrachloromethane 

82TAN 

Heat Capacity 298.15 K, Cp =131.34 ]·mol-I·K- 1 

Temperature range 293.15, 298.15, 303.15 K. Data at three 
temperatures. 

Molecular Weight 153.8230 
Wiswesser Line Notation OXGOG 
Evaluation A 

CCI4 (liq) 
Carbon tetrachloride; Tctraehloromcthanc 

85NKIICHA 

Heat Capacity 298.15 K, Cp= 132.9 J·mo]-I·K- 1 

One temperature. 
Molecular Weight 153.8230 
Wbwt!sst!f" Liut! Nutatiun GXGOG 

Evaluation B 

CCl4 (liq) 89LAIIROD 
Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.15 K, Cp =133.35 J·mol-I·K~I 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation OXOOG 
Evaluation B 

CCI4 (Jiq) 
Carbon tetrachloride; Tetrachloromethane 

89PETIPES 

Heat Capacity 298.15 K, Cp =133.0 J·mol-1·K- 1 

Temperature range 258.15, 278.15, 298.15, 318.15 K. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

C:C14 (liC) 

Carbon tetrachloride; Tetrachloromethane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 153.8230 
Wiswesser Line Notation GXGGG 
Evaluation B 

93SHE 
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CF4 (Jiq) 58KOSISAM 
Carbon tetrafluoride; Tetrafluoromethane; Freon 14 

Phase Changes 
c,Wc,I 76.09 K, 

c,Illiq 88.44 K, 

Molecular Weight 88.0046 
Wiswesser Line Notatio FXFFF 
Evaluation A 

CF4 (liq) 

AH= 1734.3 J'mol- 1 

AS=21.38 J·mol-1·K- 1 

AH=693.71 J·mol- 1 

AS=7.74 J·mol-1·K- 1 

69ENO/SHI2 
Carbon tetrafluoride; Tetrafluoromethane; Freon 14 
Heat Capacity 

Temperature range 4 to 100 K. 
Phase Changes 
c,II/c,I 

c,Vliq 

76.09 K, 

89.529 K, 

Molecular Weight 88.0046 
Wiswesser Line Notation FXFFF 
E'mluntion A 

CF4 (liq) 

AH=1462.3 J·mol- 1 

AS=19.20 J·mol-1·K- 1 

.iH=705.4 J.mol- 1 

AS=7.87 J'mol-1,K- 1 

69SMIfPAC2 
Carbon tetrafluoride; Tetrafluoromethanl": Frl"on 14 

Heat Capacity 145 K, Cp =80.08 J·mol-1·K- 1 

Temperature range 12 to 145 K. See also 69SMIfPAC. 
Entropy 145.12 K, S=143.97 J·mol-1·K- 1 

Phase Changes 
c,Wc,I 

c,I/liq 

liq/g 

76.27 K, 

89.56 K, 

145.12 K, 

Molecular Weight 88.0046 
Wiswesser Line Notation FXFFF 
Evaluation A 

(CH)n (c) 

Polyacetylene 

AH=1709.2 J·mol- 1 

AS=22.41 J·mol-1·K- 1 

AH=712.1 J'mol- 1 

AS=7.95 J ·mol-1·K- 1 

AH=11814 J·mol- 1 

AS=81.41 J·mol-1·K- 1 

p= 101.325 kPa. 

83LEVKAH 

Heat Capacity 300 K, Cp =60 J·mol-1·K- 1 

Temperature range 60 to 300 K. Cis isomer. C p =40 J·mol-1·K- 1 for 
trans isomer. Data given graphically. Data estimated from graph. 

Molecular Weight 13.0189 
Wiswesser Line Notation j*yUY*/ 
EvaluatIOn U 

CHBr3 (Iiq) 
Tribromomethane: Bromoform 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 252.7309 
Wiswesser Line Notation EYEE 
Evaluation B 

CHBr3 (Jiq) 
Tribromomethane; Bromoform 

32TRE 

48KUR 

Heat Capacity 298 K. Cp = 130.5 J. mol-I. K- 1 

Temperature range 9 to 147 cc. Mean Cp• four temperatures. 
Molecular Weight 252.7309 
Wiswesser Line Notation EYEE 
Evaluation 0 
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CHBr3 Oiq) 
Tribromomethane; Bromoform 
Phase Changes 
clliq 281.84 K, 

Molecular Weight 252.7309 
Wiswesser Line Notation EYEE 
Evaluation A 

CHCIF 2 (liq) 
Chlorodifluoromethane; Freon 22 

84GOLlK( 

AH=11046 J'mol- 1 

AS=39.2 J·mol-1·K- 1 

40BEN/MC 

Heat Capacity 298.15 K, Cp =114.10 J·mol-1·K- 1 

Temperature range 256 to 328 K. Data calculated from equation. 
Molecular Weight 86.4687 
Wiswesser Line Notation GYFF 
Evaluation B 

CHCIF2 (liq) 
Chlorodifluoromethane; Freon 22 
Heat Capacity 232.50 K, 

Temperature range 16 to 230 K. 

Entropy 232.50 K, 

Phase Changes 
c,IVc,I 59 K, 

Lambda-type transition. 
c,I/liq 115.73 K, 

liq/g 232.50 K, 

Molecular Weight 86.4687 
Wiswesser Line Notation GYFF 
Evaluation A 

CHCl2F Oiq) 
Dichlorofluoromethane; Freon 21 

57NElIW 

AH=67 J'mol- 1 

.is-1.14 J·mol-1·IC 1 

AH=4123.3 J'mol- 1 

AS=35.63 J·mol-I·K- 1 

AH=20217 J·mol- 1 

AS=86.95 J ·mol-I·K- 1 

p= 101.325 kPa. 

40BEN/MC 

Heat Capacity 298.15 K, Cp =112.6 J·mol-I·K- 1 

Temperature range 261 to 338 K. Data calculated from equation. 
Molecular Weight 102.9233 
Wiswesser Ljne Notation GYGF 
Evaluation B 

CHCl3 (Jiq) 
Trichloromethane; Chloroform 
Heat Capacity 303 K. 

Temperature range 295 to 315 K. Equation only. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation C 

CHCl3 (liq) 
Trichloromethane: Chloroform 
Heat Capacity 293.2 K. 

Temperature range 20 to 50°C. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

24WILIDJ 

25WILIDi 
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CHCl3 (lig) 
Trichloromethane; Chloroform 
Heat Capacity 298.1 K, 

Temperature range 293 to 323 K. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation C 

CHCI3 (Iig) 
Trichloromethane: Chloroform 
Heat Capacity 303.6 K, 

One temperature. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation C 

32RICIWAL 

39PHI 

CHCl3 (Jig) 4/SKUR 

Trichloromethane; Chloroform 
Heat Capacity 298 K, Cp =I17.1 J·mol-I·K- 1 

Temperature range - 52 to 51°C. Mean Cp ' four temperatures. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation D 

CHCI3 (Jig) 
Trichloromethane; Chloroform 
Heat Capacity 298 K, 

Temperature range 284 to 329 K. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

CHCI3 (lig) 
Trichloromethane: Chloroform 
Heat Capacity 300 K. 

Temperature range 243 to 303 K. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

CHCI3 (Jig) 
Trichloromethane; Chloroform 

55 STAff UP 

57HARJMOE 

57HARJMOE 

Heat Capacity 303.2 K. C,,= I 14.0 J ·mol-I·K- 1 

Temperature range 245 to 303 K. Unsmoothed experimental datum. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation C 

CHCI3 (!iq) 

Trichloromethane: Chloroform 
Heat Capacity 293 K. 

Temperature range 293 to 333 K. 
Molecular Weight I 19.3779 
Wiswesser Line Notation GYGG 
Evaluation C 

67RAS/GAN 

CHCl3 (lig) 
Trichloromethane; Chloroform 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

CHCl3 (Jig) 
Trichloromethane: Chloroform 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

CHCl3 (Jig) 
Trichloromethane; Chloroform 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 119.3779 

Wiswesser Line Notation GYGG 
Evaluation B 

CHCI3 (Iig) 
Trichloromethane; Chloroform 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

CHCI3 (Jig) 
Trichloromethane; Chloroform 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

CHCI3 (lig) 
Trichloromethane; Chloroform 
Heat Capacity 298.15 K, 

One temperature. 
Ylolecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

81ING/CAS 

85HEPIKOO 

CI'= 113.73 J ·mol-I·K- 1 

86ALPIPES 

87GROIROU 

89BARIKOO 

89BAR/K002 

CUCI., (Jig) 89PCTIPCS 

Trichloromethane: Chloroform 
Heat Capacity 298.15 K, CI' = 115.5 J ·mol-I·K- 1 

Temperature range 258.15,278.15,298.15,318.15 K. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
EvalQation B 

CHCl3 (Jig) 

Trichloromethane: Chloroform 
Heat Capacity 298.15 K, 

One temperature. 
\Iolecular Weight 119.3779 
\Viswesser Line Notation GYGG 
Evaluation B 

93GROIROU 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 



14 E. S. DOMALSKI AND E. D. HEARING 

CHCI3 (Jiq) 
Trichloromethane; Chloroform 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 119.3779 
Wiswesser Line Notation GYGG 
Evaluation B 

CHF3S (liq) 
Trifluoromethanethiol 
Heat Capacity 235 K, 

Temperature range 12 to 227 K. 
Entropy 235.15 K, 
Phase Changes 
cniq 116.04 K, 

Molecular Weight 102.0741 
Wiswesser Line Notation HSXFFF 

Evaluation A 

CHF3 (liq) 
Trifluoromethane; Fluoroform; Freon 23 
Heat Capacity 190.97 K, 

Temperature range 15 to 190.97 K. 

Entropy 190.97 K, 
Phase Changes 
clliq 117.97 K, 

Jiq/g 190.97 K, 

Molecular Weight 70.0141 
Wiswesser Line Notation FYFF 
Evaluation A 

CHI3 (c) 

Triiodomethane; Iodoform 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 393.7324 
Wiswesser Line Notation IYII 
Evaluation A 

CHLiOz (c) 

Lithium formate 
Phase Changes 
c,II/c,I 

c,Uliq 

496 K, 

546 K, 

Molecular Weight 51.9587 
Wiswesser Line Notation VHO .LI 
Evaluation A 

93SHE 

60DINIPAC 

ilH=4925 J·mol- 1 

ilS=42.43 J·mol-1·K- 1 

62VALIBRO 

Cp = 86.44 J·mol-I·K- 1 

S= 151.04 J·mol-I·K- 1 

ilH=4058 J·mol-1 

ilS=34.40 J·mol-1·K- 1 

ilH= 16711 J ·mol-1 

ilS=87.50 J ·mol-1·K-1 

p= 101.325 kPa. 

93CARILAY 

7SFERISAN 

ilH=1800 J·mol- I 

ilS=3.6 J·mol-I·K- 1 

ilH= 16190 J ·mol- I 

ilS=29.7 J·mol-I·K- 1 

J: Phvs. Chern. Ref. Data. Vol. 25, No.1. 1996 

CHN (liq) 
Hydrogen cyanide 
Heat Capacity 300 K, 

Temperature range 15 to 300 K. 
Entropy 298.86 K, 
Phase Changes 

near 170 K, 

Second order transition. 
clliq 259.90 K, 

liq/g 298.85 K, 

Molecular Weight 27.0256 
Wiswesser Line Notation NCH 
Evaluation A 

CHNaOz (c) 
Sodium methanoate; Sodium formate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 

Entropy 298.15 K, 

Molecular Weight 68.0075 
Wiswesser Line Notation VHO .NA 
Evaluation A 

CHNaOz (c) 
Sodium methanoate; Sodium formate 
Heat Capacity 340 K, 

Temperature range 340 to 560 K. 
Molecular Weight 68.0075 
Wiswesser Line Notation VHO .NA 
Evaluation B 

39GIAlRl 

ilH=15.9 J·mol- 1 

ilS=0.092 J·mol-I·K- 1 

ilH=8406 J·mol- 1 

ilS=32.34 J·mol-I·K- 1 

ilH=25217 J·mol- 1 

ilS=84.38 J·mol-1·K- 1 

p = 101.325 kPa. 

60WES/CI-l 

75FERISA 

CHNaOz (c) 83FRAlPl 
Sodium methanoate; Sodium formate 
Heat Capacity 298.15 K, Cp =87.68 j·mol-I·K- 1 

Temperature range 300 to 520 K. C p data taken from 60WES/CHA 
temperature range 5 to 350 K. 

Entropy 298.15 K, S=103.76 j·mol-I·K- 1 

S data taken from 60WES/CHA. 
Phase Changes 

c,IUc,I 

c,Uliq 

491.5 K, 

530.46 K, 

Molecular Weight 68.0075 
Wiswesser Line Notation VHO .NA 
Evaluation A 

CHOzRb (c) 
Rubidium formate 
Phase Changes 
c,IUc,I 368 K, 

Molecular Weight 130.4855 
Wiswesser Line Notation VHO .RB 
Evaluation C 

ilH=1214 J·mol- 1 

ilS=2.47 J·mol-1·K- 1 

ilH=l77lO j·mol- I 

~S-33.39 J mo\-IK- 1 

75FERISP 

ilH=250 j·mol- 1 

ilS=0.7 j·mol-I·K- 1 
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CHOzTI (c) 
Thallium fonnate 
Phase Changes 
c,l/liq 

Solid-mesophase. 

374 K, 

Molecular Weight 249.3877 
Wiswesser Line Notation VHO .TL 
Evaluation B 

Polyethylene 

76MEIISEY 

l1H=10878 J·mol- 1 

l15=28.9 J·mol- J ·K- 1 

57S0crrRA 

Heat Capacity 270 K, Cp =24.4 J·mo!-I·K- 1 

Temperature range 58 to 270 K. C p value is unsmoothed experimental 

datum. 
Molecular Weight 14.0268 
Wiswesser Line Notation /* 1 */ 
Evaluation B 

Polyethylene 
61WARIPET 

Heat Capacity 300 K, Cp =31.69 J·mol-1·K- 1 

Temperature range 10 to 320 K. Interpolated data. 
Molecular Weight 14.0268 
Wiswesser Line Notation 1* I *1 
Evaluation A 

Branched, high pressure polyethylene. 

(CH2)n (c) 62DAIlEVA3 
Polyethylene; Marlex 50 polymer 
Heat Capacity 298.15 K, C p -26.29 J·mol-1K-1 

Temperature range 20 to 310 K. Data for "Marlex 50" (low pressure) 
polythene. 

Entropy 298.15 K. 5=24.72 J ·mol-1·K- 1 

Molecular Weight 14.0268 
Wiswesser Line Notation 1* 1 xl 
Evaluation A 

(CH2)n (e) 62DAIlEVA3 
Polyethylene; Rigidex 50 polymer 
Heat Capacity 298.15 K, Cp =26.02 J'mol- J ·K- 1 

Temperature range 20 to 310 K. Data for "Rigidex 50" (low pressure) 
polythene. 

Entropy 298.15 K. 5=24.53 J·mol-1·K- 1 

Molecular Weight 14.0268 
Wiswesser Line Notation 1* 1 *1 
Evaluation A 

(CHz)n (e) 62DAIIEVA3 
Polyethylene; W.N.e. 18 polymu 
Heat Capacity 298.15 K. Cp =32.47 J·mol-I·K- 1 

Temperature range 90 to 300 K. Data for "W.N.e. 18" (high pressure) 

polythene. 
Entropy 298.15 K. S = 26.02 J. mol -I. K- 1 

Data extrapolated from 90 K. 
Molecular Weight J4.U2()~ 
Wiswesser Line Notation 1* I *1 
Evaluation A 

(CHZ}n (c) 62WARlPET 
Polyethylene 
Heat Capacity 300 K, Cp =31.69 J·mol-I·K- 1 

Temperature range 10 to 320 K. Calculated. Conventional high pressure 
polyethylene. 

Entropy 300 K, 5=25.52 J·mol- 1·K- 1 

Molecular Weight 14.0268 
Wiswesser Line Notation 1*1 *1 
Evaluation A 

62WUN 
Polyethylene 
Heat Capacity 300 K, Cp =24.53 J·mol-I·K- 1 

Temperature range 1 to 420 K. Extrapolated value to 100% crystalline 
phase. 

Entropy 300 K, S=24.04 J·mol-1·K- 1 

Phase Changes 
415 K, 

Molecular Weight t4.0268 
Wiswesser Line Notation 1* 1 *1 
Evaluation A 

AH~3879 J'm01- 1 

l1S=9.35 J·mol-1·K- 1 

(CH2)n (amorph) 62WUN 
Polyethylene 
Heat Capacity 300 K, Cp =32.85 J·mol- I·K- 1 

Temperature range I to 420 K. Extrapolated value to 100% amorphous 
phase. 

Entropy 300 K, S=31:96 J·mol-1·K- 1 

Phase Changes 
c/liq 415 K, l1H=3879 J'mol- 1 

l1S=9.35 J·mol-I.K- 1 

Molecular Weight 14.0268 
Wiswesser Line Notation 1*1 *1 
Evaluation A 

Polyethylene. branched 
63PAS/KEV 

Heat Capacity 300 K, C p =21J.U J·mol I'K- 1 

Temperature range 90 to 415 K. 
Molecular Weight 14-.0268 
Wiswesser Line Notation 1*1 */ 
Evaluation B 

Branched polyethylene, density, 0.924 at 20°e. 

Polyethylene, linear 
Heat Capacity 300 K. 

Temperature range 90 to 433 K. 

:\1olecular Weight 14.0268 
Wiswesser Line Notation 1* 1*1 
Evaluation B 

Linear polyethylene, density, 0.968 at 20°e. 

63PAS/KEV 

(CH2)n (c) 65WUN 
Polyethylene; Marlex 50 polymer 
Heat Capacity 298.15 K, Cp =21.88 J·mol-1·K- 1 

Temperature range 180 to 410 K. Values per gram formula weight. 
Molecular Weight 14.0268 
Wiswesser Line Notation 1* 1 *1 
Evaluation A 

999c Crystallinity, extrapolated to 100%. Number-average molecular 
weight, 9800, weight-average = 130000. 
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73CHAIBES 
Polyethylene, branched 
Heat Capacity 298.15 K, Cp =30.20 j·mol-1·K-1 

Temperature range 2 to 360 K. Values per unit formula weight. 
Entropy 298.15 K, 5=25.91 j·mol-1·K-1 

Values are 5-50, 
Molecular Weight 14.0268 
Wiswesser Line Notation 1* 1 *1 
Evaluation A 

Branched polyethylene, SRM 1476. Density 0.9247 g.cm-3 at 23°C, 

73CHAlBES 
Polyethylene, branched, annealed 
Heat Capacity 298.15 K, 

Temperature range 2 to 360 K. 
Entropy 298.15 K, 

Values are 5-50, 
Molecular Weight 14.0268 
Wiswesser Line Notation 1"'1"<1 
Evaluation A 

Branched polyethylene, SRM 1476, annealed. Density 0.9272 g.cm-3 

at 23°C, 

73CHAIBES 
Polyethylene, linear 
H\!at Cavadty 298.15 K, C p =25.68 ]·IIlul-I·K- 1 

Temperature range 2 to 360 K. Values per unit formula weight. 
Entropy 298.15 K, 5=24.52 j·mol-1·K-1 

Values are 5-50, 
Molecular Weight 14.0268 
Wiswesser Line Notation 1* 1 *1 
Evaluation A 

Linear polyethylene, SRM 1475. Density, 0.95 g.cm-3 at 23°C, 

74CHA 
Polyethylene, linear high density 
Heat Capacity 298.15 K, Cp =22.60 j·mol-1·K-1 

Temperature range 5 to 360 K. Value per monomer unit. 
Entropy 298.15 K, 5=23.02 j·mol-1·K- 1 

Value per monomer unit. 5-50, 
Molecular Weight 14.0268 
Wiswesser Line Notation 1* 1 *1 
Evaluation A 

Extrapolated to 100% crystallinity, from data on other samples. 

(CH2)n (c) 74CHA 
Polyethylene, linear high density 
Heat Capacity 298.15 K, Cp =22.98 j·mol-I·K- 1 

Temperature range 5 to 360 K. Value per monomer unit. 
Entropy 298.15 K, 5=23.22 j·mor-1·K- 1 

Value per monomer unit. 5-50 , 

Molecular Weight 14.0268 
Wiswesser Line Notation 1*1 */ 

Evaluation A 
Density 0.993 g·cm- 3 at 23°C, Pressure crystallized. 

Polyethylene, linear high density 
74CHA 

Heat Capacity 298.15 K, C p =23.96 j·mol-I·K- 1 

Temperature range 5 to 360 K. Value per monomer unit. 
Entropy 298.15 K, 5=23.64 j·mol-I·K- 1 

Value per monomer unit. 5 -So. 
Molecular Weight 14.0268 
Wiswesser Line Notation 1* 1 */ 
Ev~uation A 

Density 0.981 g·cm-·\ at 23°C, Slow-melt crystallized. 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 

(CHZ)n (c) 75CHNW 
Polyethylene, branched, DYNH CT-1660 
Heat Capacity 298.15 K, Cp =32.20 j·mol-1·K- 1 

Temperature range 5 to 350 K. Values per CH2 unit. 
Entropy 298.15 K, 5=26.37 j·mol-1·K- 1 

Does not include zero-point entropy. 
Molecular Weight 14.0268 
Wiswesser Line Notation 1*1*1 
Evaluation A 

Branched polyethylene, density 0.91 g.cm-3• 

75CHNW 
Polyethylene, linear, Marlex 50 polymer 
Heat Capacity 298.15 K, Cp =24.79 j·mol-I·K- 1 

Temperature range 5 to 350 K. Values per CH2 unit. 
Entropy 298.15 K, 5=24.04 j·mol-I·K- 1 

Does not include zero-point entropy. 
Molecular Weight 14.0268 
Wiswesser Line Notation 1* 1 *1 
Evaluation A 

Linear polyethylene, density 0.973 g.cm-3
. 

(CH2)n (c) 76CI 
Polyethylene, linear high molecular weight 
Heat Lapacity lYlU5 K, C p =24.Y7 J·mol-I·K- 1 

Temperature range 5 to 380 K. Value per monomer unit. 
Entropy 298.15 K, 5=22.04 j·mol-I·K-1 

Value per monomer unit. 5 - 50 . 
Molecular Weight 14.0268 
Wiswesser Line Notation 1*1 *1 
Evaluation A 

Produced by Ziegler-type vapor polymerization. Molecular wei! 
2.7-3.0X 106. Approximately 45% crystalline. Data from guencl1 
sample. 

(CH2)n (c) 
Polyethylene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 14.0268 
Wiswesser Line Notation' 1* 1*1 
Evaluation B 

78S' 

CH2Br2 (lig) 48Kl 
Dibromomethane; Methylene bromide 
Heat Capacity 298 K, Cp = 127.2 j·mol-I·K- 1 

Temperature range - 22 to 98°C, Mean Cp, four temperatures. 
Molecular Weight 173.8348 
Wiswesser Line Notation ElE 
Evaluation D 

CH2Br2 (Jig) 57HARIM 
Dibromomethane; Methylene bromide 
Heat Capacity 300 K, Cp = 105.3 j·mol-I·K- 1 

Temperature range 243 to 303 K. 
Molecular Weight 173.8348 
Wiswesser Line Notation EIE 
Evaluation B 
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CH2Br2 (Iig) 
Dibromomethane; Methylene bromide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 173.8348 
Wiswesser Line Notation ElE 
Evaluation B 

93SHE 

CH2CI2 (lig) 37PER 
Dichloromethane; Methylene dichloride 
Heat Capacity 292.5 K, Cp =100.8 J·mol-1·K- 1 

Temperature· range - 58 to 19°C. Value is unsmoothed experimental 
datum. 

Molecular Weight 84.9328 
Wiswesser Line Notation G 1 G 
Evaluation B 

CH1Cl2 (liq) 37PER2 
Dichloromethane; Methylene dichloride 
Heat Capacity 292.5 K, Cp =100.5 J·mol-I·K- 1 

Temperature range - 58 to 19°C. Value is unsmoothed experimental 
datum. 

Molecular Weight 84.9328 
Wiswesser Line Notation G 1 G 
Evaluation B 

CHzClz (liq) -10RIE 
Dichloromethane; Methylene dichloride 
Heat Capacity 298.1 K, C p = 100.0 J. mol-I. K- 1 

Temperature range -47 to 41°C. 
Molecular Weight 84.9328 

Wiswesser Line Notation GIG 
Evaluation A 

CH2CI2 (liq) 41RIE 
Dichloromethane; Methylene dichloride 
Heat Capacity 298 K. Co = 100.0 J·mol-1·K- 1 

Temperature range -47 to 41°C. 
Molecular Weight 84.9328 
Wiswesser Line Notation GIG 
Evaluation A 

CH2CI2 (liq) 
Dichloromethane; Methylene dichloride 
Heat Capacity 298 K. 

Temperature range -76 to 41°C. Mean 
Molecular Weight 84.9328 
·WbWt:1.!t1it:1 Lint: Nutaliull 010 

Evaluation D 

CH2CI2 Oiql 
Dichloromethane; Methylene dichloride 
Heat Capacity 303.2 K, 

48KUR 

129.3 J·mol-1·K- 1 

four temperatures. 

57HARIMOE 

Temperature range 244 to 303 K. Un smoothed experimental datum. 
Molecular Weight 84.9328 
Wiswesser Line Notation GIG 
Evaluation C 

CH2CI2 (liq) 78MOSIRAB 
Dichloromethane; Methylene dichloride 
Heat Capacity 298.15 K, C p = 102.3 J. mol-I. K- 1 

Temperature range 5 to 300 K. 
Entropy 298;15 K, S=174.5 J·mol-1·K- 1 

Phase Changes 
clliq 178.22 K, .:lH=6160 J·mol- l 

Molecular Weight 84.9328 
Wiswesser Line Notation GIG 
Evaluation A 

CH2I 2 (Jiq) 48KUR 
Diiodomethane; Methylene iodide 
Heat Capacity 298 K, Cp =133.9 J·mol-1·K- 1 

Temperature range 12 to 164 dc. Mean C p' three temperatures. 
Molecular Weight 267.8358 
Wiswesser Line Notation III 
Evaluation D 

CH2I 2 (Jiq) 
Diiodomethane; Methylene iodide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 267.8358 
Wiswesser Line Notation III 
Evaluation A 

CH2I 2 (liq) 
Diiodomethane; Methylene iodide 
Heat Capacity 298.15 K, 

Onc tCHlpcratult:. 

Molecular Weight 267.8358 
Wiswesser Line Notation III 
Evaluation B 

Cyanamide 

93CARILAY 

93SHE 

83DEWIDEK 

Heat Capacity 300 K, Cp =78.2 J·mol-1·K- 1 

Temperature range 90 to 300 K. Linearly extrapolated. 
Phase Changes 
c/liq 318.71 K. 

Molecular Weight 42.0402 
Wiswesser Line Notation ZCN 
Evaluation B(Cp )' A(Phase changes). 

I1H=7?7? T.mnl- 1 

.:lS=22.82 J ·mol-I·K- 1 

CH2N4 (c) 89HILIMOU 
Tetrazole 
Phase Changes 
c/liq 430.7 K, .:lH=18400 J·mol- I 

Molecular Weight 70.0536 
Wiswesser Line Notation T5MNNNJ 
Evaluation A 
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CH2N4 (c,I) 
Tetrazole 
Heat Capacity 298.15 K, 

Temperature range 5 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 242.5 K, 

c,l/1iq 430 K, 

c,l/g 353.1 K, 

Molecular Weight 70.0536 
Wiswesser Line Notation T5MNNNJ 
Evaluation A 

93KABIKOZ 

AH=14.0 J·mol- I 

AS=0.060 J·mol-I·K- 1 

AH=18000 J·mol- I 

AS=41.9 J·mol-I·K- 1 

AH=88160 J·mol- I 

AS=250 J·mol-I·K- 1 

(CH20)n (c) 59DAIlIVI 
Polyoxymethylene 
Heat Capacity 300 K., C p =33.Y J.mol I.K 1 

Temperature range 300 to 333 K, mean value. Value per monomer unit. 
Molecular Weight 30.0262 
Wiswesser Line Notation 1*01 *1 
Evaluation B 

(CH20)n (c) 62DAIJEVA 
Polyoxymethylene 
Heat Capacity 300 K, Cp =42.79 J·mol-I·K- 1 

Temperature range 20 to 300 K. Data given for Delrin. Data also given 
for trioxan copolymer where C/300 K)=41.11 J·mol-I·K- 1• 

Entropy 300 K, S=44.65 J·mol-I·K- 1 

Temperature range 20 to 300 K, Data given for Delrin. Data also given 
for trioxan copolymer where S(300 K)=43.21 J·mol-I·K- 1

• 

Molecular Weight 30.0262 
Wiswesser Line Notation 1*01*1 
Evaluation A 

CH20 2 Oiq) 
Methanoic acid; Formic acid 
Heat Capacity 298 K, 

Temperature range 291 to 385 K. 
Molecular Weight 46.0256 
Wiswesser Line Notation VHQ 
Evaluation D 

1881REI 

CH20 2 Oiq) 20GIBILAT 
Methanoic acid; Formic acid 
Heat Capacity 291.5 K, C p = 98.3 J. mol-I. K- 1 

Temperature range 71 to 292 K. Value is unsmoothed experimental 
datum. 

Entropy 298 K. S=143.1 J·mol-1·K- 1 

Used Berthelot's value, 10125 J·mol- I for AH fusion. Extrapolation 
below 70 K, no details. 

Molecular Weight 46.0256 
Wiswesser Line Notation VHQ 
Evaluation B(Cp )' C(S) 

Methanoic acid; Formic acid 
29PARIKEL 

Entropy 298.1 K, S=128.4 J·mol-I·K- 1 

Extrapolation below 90 K, 29.7 J·mo\-I·K- 1
• Revision of previous 

data. 
Molecular Weight 46.0256 
Wiswesser Line Notation VHQ 
Ev~uation C 
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CH20 2 (Jiq) 
Methanoic acid; Fonnic acid 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 46.0256 
Wiswesser Line Notation VHQ 
Evaluation C 

Methanoic acid; Formic acid 

34RAD/ 

36GLAIC 

Heat Capacity 298.15 K, Cp=98.10 J·mol-I·K- 1 

Temperature range: 298.15, 333.15, 353.15 K. 
Molecular Weight 46.0256 
Wiswesser Line Notation VHQ 
Evaluation B 

CH20 2 (Jiq) 41 STOI 
Methanoic acid; Formic acid 
Heat Capacity 298.15 K, Cp =99.04 J·moI-I·K- 1 

Temperature range 15 to 300 K. 
Entropy 298.15 K, S=131.84 J-mo\-I·K- 1 

Includes 2.89 J. mol-I. K- 1 for zero-point entropy. 
Phase Changes 
c/liq 281.40 K, AH= 12678 J·moI- 1 

Molecular Weight 46.0256 
Wiswesser Line Notation VHQ 
Evaluation A 

CH2S3 Oiq) 63GAT/I< 
Dihydrosulfide carbon sulfide; Trithiocarbonic acid 
Heat Capacity 273 K, Cp =146.5 J·mo\-I·K- 1 

Temperature range -95 to 20°C. 
Entropy 298 K, S=218 J·mo\-I·K- 1 

Extrapolation below -95°C. Estimated uncertainty ± 25 J. mo 
K- 1• 

Phase Changes 
c/liq 246.3 K, 

Molecular Weight 110.2068 
Wiswesser Line Notation SUYSHSH 
Evaluation-- B(Cp),D(S) 

CH3DO (liq) 
Methanol-d l ; Methy) alcohol-d 1 

Heat Capacity 270 K, 

Temperature range 90 to 270 K. 
Phase Changes 
c,II1c,I 161.1 K. 

c,I/liq 173.5 K, 

Molecular Weight 33.0500 
Wiswesser Line Notation QI &IH-2 
Evaluation B 

CH3DO (Iiq) 
Methanol-d 1 ; Methyl alcohol-dl 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 33.0500 
Wiswesser Line Notation QI &lH-2 
Evaluation B 

AH=841O J·mol- 1 

AS=34.1 J·mo\-I·K- 1 

49STA/( 

C p =79.66 J'!llul-"K- ' 

AH=651.9 J ·mo\-I 
~S=4.05 J·mol-'·K- ' 
AH=3038 J·mo)-I 
AS=17.51 J·mo)-I·K- 1 

92FILI 
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CH3Br (liq) 
Bromomethane; Methyl bromide 

Heat Capacity 280 K, 
Temperature range 15 to 280 K. 

Entropy 276.71 K, 
Phase Changes 
c,IIIc,I 173.78 K, 

c,Illiq 179.47 K, 

lig/g 276.71 K, 

Molecular Weight 94.9387 
Wiswesser Line Notation E 1 
Evaluation A 

38EGAIKEM 

t:..H=473 ]'mol- l 

t:..S=2.72 ]·mol-I·K- 1 

t:..H=5979 ]·mol- I 

t:..S=33.3 ]·mol-I·K- 1 

t:..H=23912 ]·mol- I 

t:..S=86.42 ]·mol-I·K- 1 

p= 101.325 kPA 

CH3Br Oiq) 48KUR 
Bromomethane; Methyl bromide 
Heat Capacity 283 K, Cp = 114.6 ]·mo!-I·K- 1 

Temperature range -67 to 9 0c. Mean C p' three temperatures. 
Molecular Weight 94.9387 
Wiswesser Line Notation El 
Evaluation D 

CH3CI (iiq) 
Chloromethane; Methyl chloride 
Heat Capacity 298 K, 

Temperature range - 30 to 40°C. 
Molecular Weight 50.4877 
Wiswesser Line Notation G 1 
Evaluation C 

24SHO 

CH3CI (Jig) 40A WB/GRI 
Chloromethane; Methyl chloride 
Heat Capacity 293.15 K, Cp =80.8 J·mol-I·K- 1 

Temperature range 243 to 303 K. C p reported at 20°C = 1.598 J. g -1 . 

K- I and at 30°C=1.632 ·K- I. 
Molecular Weight 50.4877 
Wiswesser Line Notation G 1 
Evaluation B 

CH3CI (Jig) 40MES/AST 
Chloromethane; Methyl chloride 
Heat Capacity 249.67 K. 

Temperature range 12 to 249.67 K. Value 
datum. 

Entropy 248.94 K. 5=140.08 J·mol-I·K- 1 

Phase Changes 

c/liq 

liq/g 

175.44 K. 

248.94 K. 

Molecular Weight 50.4877 
Wiswesser Line Notation G I 
Evaluation A 

Correction in 40MES/ AST2. 

t:..H=6431 ]·mol- I 

t:..S=36.66 ]·mol-I·K- 1 

t:..H=21535 j ·mol- i 

:.lS'-86.51 J·IJIul- I ·K- 1 

P = 10 1.325 kPA 

CH3CIFOP (Jig) 
Methylphosphonyl chlorofluoride 
Heat Capacity 298.15 K, 

Temperature range 15 to 335 K. 
Entropy 398.15 K, 
Phase Changes 
cllig 250.70 K, 

Molecular Weight 116.4593 
Wiswesser Line Notation OPGFI 
Evaluation A 

CH3CI20P (c) 
Methylphosphonyl dichloride 
Heat Capacity 298.15 K, 

Temperature range 15 to 335 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 306.14 K, 

Molecular Weight 132.9139 
Wiswesser Line Notation OPGG 1 
Evaluation A 

Trichloromethylsilane 

64FURIREI 

t:..H=11853 J'mol- I 

t:..5=47.28 J·mo)-I·K- 1 

64FURIREI 

t:..H=18076 J·mo!-l 
t:..S=59.04 J ·mo!-I·K- 1 

71SAMIKOS2 

Heat Capacity 298.15 K. Cp =163.1 ]·mol- t ·K- 1 

Temperature range 14 to 307 K. Data deposited VINITI, No 2423-71, 
17 December, 1970. Cp (liq)=25.5286 + 0.04132T + 100930T-2 

(197.37 to 300 K) cal·mol-I·K- I. 
Entropy 298.15 K, 
Phase Changes 
cllig 197.37 K, 

Molecular Weight 149.4792 
Wiswesser Line Notation G-SI-GO 1 

Evaluation A 
Debye temperature=98.84 K. 

CH3F zOP (Iiq) 
Methylphosphonyl difluoride 
Heat Capacity 298.15 K, 

Temperature range 15 to 335 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 236.34 K, 

Molecular Weight 100.0047 
Wiswesser Line Notation OPFF I 

. Evaluation A 

Iodome(hane; Methyl iodide 

t:..H=8945 j·mol- I 

t:..S=45.31 ]·mo!-l·K- 1 

64FURJREI 

uH= 11878 J ·mo}-I 
t:..S=50.26 j·mo!-I·K- I 

48KUR 

Heat Capacity 298 K, Cp =148.1 J·mol-I·K- I 

Temperature range -56 to 35°C. Mean C" five temperatures. 
Molecular Weight 141.9392 
Wiswesser Line Notation 11 

Evaluation D 
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CH3I (liq) 
Iodomethane; Methyl iodide 
Heat Capacity 300 K, 

Temperature range 243 to 303 K. 
Molecular Weight 141.9392 
Wiswesser Line Notation 11 
Evaluation B 

CH3I (liq) 
Iodomethane: Methyl iodide 
Heat. Capacity 298.2 K, 

Temperature range 293 to 308 K. 
Molecular Weight 141.9392 
Wiswesser Line Notation 11 
Evaluation A 

CH3I (liq) 

Iodomethane; Methyl iodide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 141.9392 
Wiswesser Line Notation 11 
Evaluation A 

CH3I (liq) 
Iodomethane; Methyl iodide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 141.9392 
Wiswesser Line Notation 11 
Evaluation B 

CH3NO (Jig) 
Formamide; Methanamide 
Heat Capacity 292 K, 

One temperature. 
Molecular Weight 45.0408 
Wiswesser Line Notation ZVH 
Evaluation D 

CH3NO (liq) 
Formamide; Methanamide 
Heat Capacity 298 K, 

One temperature 
Phase Changes 
clliq 275.72 K, 

Mult:l:ul<ll Wd);;ht 45.0408 

Wiswesser Line Notation ZVH 
Evaluation B 

CH3NO (liq) 
Formamide; Methanamide 
Heat Capacity 293 K, 

Temperature range 293 to 373 K. 
Molecular Weight 45.0408 
Wiswesser Line Notation ZVH 
Evaluation C 

57HARIMOE 

62LOW/MOE 

(nCAR/LAY 

93SHE 

07WAL 

65S0M/COO 

!J.H=7980 J·mo\-I 
!J.S=28.94 J·m01- I ·K- 1 

67RAS/GAN 
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CH3NO (Iiq) 
Formamide; Methanamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 45.0408 
Wiswesser Line Notation ZVH 
Evaluation A 

CH3NO (liq) 
Formamicle: Methanamiclp. 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 45.0408 
Wiswesser Line Notation ZVH 
Evaluation B 

t.:H3NO (liq) 
Formamide; Methanamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 45.0408 
Wiswesser Line Notation ZVH 
Evaluation A 

CH3NO (liq) 
Formamide; Methanamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 45.0408 
Wiswesser Line Notation ZVH 
Evaluation A 

CH3NO (Jiq) 
Formamide; Methanamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 45.0408 
Wiswesser Line Notation ZVH 
Evaluation B 

Formamide; Methanamide 

74VIS/SI 

76BON/C 

76SKO/S 

77VOR/l 

78DEVIH 

83DEW/I 

Heat Capacity 298.15 K, Cp = 107.61 J·mol-I·K- 1 

Temperature range 90 to 290 K. Cp =89.88 + 0.05947 (T/K 
mol-I·K- 1 (275 to 300 K). 

Phase Changes 
c/lig 275.60 K, f:.H=8667 J·mol- I 

AS~}1.448 J·11101- I ·K- 1 

Molecular Weight 45.0408 
Wiswesser Line Notation ZVH 
Evaluation A 

CH3N02 Oiq) 
Nitromethane 
Heat Capacity 

One temperature. 
289 K, 

Molecular Weight 61.0402 
Wiswesser Line Notation WNI 
Evaluation D 

07\J 
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CHJN02 (Jiq) 25WIL 
Nitromethane 
Heat Capacity 298 K, Cp=lOO J·mol-I·K- 1 

Temperature range 288 to 343 K. Equation only. 
Molecular Weight 61.0402 
Wiswesser Line Notation WNI 
Evaluation C 

CHJN02 (Iiq) 
Nitromethane 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 244.77 K, 

liq/g 298.15 K, 

Molecular Weight 61.0402 
Wiswesser Line Notation WN 1 
Evaluation A 

CH3N02 (liq) 
Nitromethane 
Heat Capacity 313 K, 

Temperature range 313 to 363 K. 
Molecular Weight 61.0402 
Wiswesser Line Notation WN 1 
Evaluation B 

CHJN02 (Jiq) 
Nitromethane 
Heat Capacity 308 K, 

Temperature range 308 to 473 K. 
Molecular Weight 61.0402 
Wiswesser Line Notation WN I 
Evaluation B 

CHJNOJ (Jiq) 
Methy I nitrate 
Heat Capacity 298.2 K, 

Temperature range 13 to 295 K. 
Entropy 298.2 K, 
Phase Changes 
c/liq 190.2 K, 

Molecular Weight 77.0396 
Wiswesser Line Notation WNO I 
Evaluation A 

47JON/GIA 

6.H=9703 J·mo!-l 
6.5=39.64 J·mo)-I·K- 1 

6.H=38271 J·mol- 1 

.6.S"-128.36 Jrnol-1K- 1 

P=4.89 kPA 

SOHOU/MAS 

69BERIWES 

53GRAlSMI 

Cp= 157.19 J ·mo}-I·K- 1 

6.H=8242 J·moI- 1 

.15:::::43.33 J·mo\-I·K- 1 

CH3NaO (1,;) j7GREfWES 

Sodium methoxide 
Heat Capacity 298.15 K, Cp =69.45 J·mo!-1·K- 1 

Temperature range 5 to 340 K. 
Entropy 298.15 K, 5=110.58 J'mol-I,K- 1 

Phase Changes 
Anomolous region near 34 K with excess enthalpy of 48. J 2 J. mol - I, 
excess entropy of 1.80 J. mol-I. K -I. 

Molecular Weight 54.0239 
Wiswesser Line Notation 01 .NA 
Evaluation A 

CH4 (c) 
Methane 
Heat Capacity 

Temperature range 0.4 to 28 K .. 
Phase Changes 
c,lI/c,I 20.53 K, 

Lambda transItion. 
c,I/Jig 90.67 K, 

Jiq/g 99.54 K, 

76VOGIPIT 

D..H=93.S5 J·rnol- 1 

6.5=4.557 J·moI-I·K- 1 

6.H=939.2 J·moJ- 1 

6.5=10.36 J'moI-I'K- 1 

AH=8519 J'mol- 1 

6.5=85.58 J ·mol-I·K- 1 

P=2.81 kPa 
Data from 37FRA1CLU and 39FRAICLU. 

Molecular Weight 16.0426 
Wiswesser Line Notation 1 H 
Evaluation A 

CH4N20 (c) 03MAG 
Urea 
Heat Capacity 298 K, Cp = 80.7 J. mol-I. K- 1 

Om; It;rnpt;falun::. C p given as 0.321 cal·g- I ·K- 1
• 

Molecular Weight 60.0554 
Wiswesser Line Notation ZVZ 
Evaluation D 

Urea 
20GIBILAT 

Heat Capacity 298.0 K, Cp =115.5 ]·mol-I·K- 1 

Temperature range 86 to 300 K. Value is unsmoothed experimental 
datum. 

Entropy 29R K. S = 172 J. mol-I. K-I 

Extrapolation below 86 K, no details. 
Molecular Weight 60.0554 
Wiswesser Line Notation ZVZ 
Evaluation B( Cp),C(S) 

Urea 
33PARIHUF 

Heat Capacity 298.0 K, Cp =93.64 J·mol-I·K- 1 

Temperature range 93 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=105.4 )'mol- " ·K- 1 

Extrapolation below 90 K, 33.18 J·mol-I·K- 1
• 

Molecular Weight 60.0554 
Wiswesser Line Notation ZVZ 
Evaluation B(Cp ),C(5) 

CH4N20 (c) 

Urea 
Heat Capacity 293 K, 

One temperature. 
Mult:l:uJar Wdght 60.0554 

Wiswesser Line Notation ZYZ 
Evaluation C 

CH4N20 (c) 

Urea 
Heat Capacity 298.15 K. 

Temperature range 19 to 318 K. 
Molecular Weight 60.0554 
Wiswesser Line Notation ZYZ 
RVlllmltion A 

40CAM/CAM 

46RUE!HUF 
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CH4N20 (c) 

Urea 
Heat Capacity 298.15 K, 

Temperature range 90 to 298 K. 
Molecular Weight 60.0554 
Wiswesser Line Notation ZVZ 
Evaluation A 

CH4N20 (c) 
Urea 
Heat Capacity 

66SASNOK 

80VOG/SCH 

Temperature range 323 to 493 K. Equation only: Cp =523.38 
-265.60x 1O-2T+41.50X 10-4 T2. 

Phase Changes 
clliq 405.8 K, 

Molecular Weight 60.0554 
Wiswesser Line Notation ZVZ 
Evaluation B 

Dry sample. 

Urea 

ilH= 13610 J·mol- I 

ilS=33.54 J·mol-I·K- I 

86KOZIDAL 

Heat Capacity 298.15 K, Cp =93.08 J·mol-I·K- I 

Temperature range 5 to 400 K. Cp =38.43 + 4.98X 1O-2T +7.05X 10 
-4T2 -8.61x1O-7 T3 (240 to 400 K). 

Entropy 298.15 K, S= 104.93 J·mol-I·K- I 

Phase Changes 
clliq 405.8 K, 

Molecular Weight 60.0554 
Wiswesser Line Notation ZVZ 
Evaluation A 

CH"NzO (c) 
Urea 
Phase Changes 
c/liq 406.5 K, 

Molecular Weight 60.0554 
Wiswesser Line Notation ZVZ 
Evaluation A 

CH4N20 (c) 
Urea 
Heat Capacity 304.7 K, 

Temperature range 303 to 413 K. 
Phase Changes 
clliq 406 K. 

Molecular Weight 60.0554 
Wiswesser Line Notation ZVZ 
Evaluation B 

UICd 

Heat Capacity 298.15 K. 
Temperature range 15 to 310 K. 

Entropy 298.15 K. 
Molecular Weight 6U.U)54 

Wiswesser Line Notation ZVZ 
Evaluation A 

ilH= 13900 J ·mol- I 

ilS=34.25 J·mol-I·K- I 

87DELlFCR 

ilH=14790 J·mol- t 

~S=J(j.4 J ·ll1ul- I ·K- 1 

88GAMIBRO 

ilH= 14500 ]'mol- 1 

~S=35.7 J·mol-I·K- 1 

93AND/MAT 

S= 104.26 J·mol-I·K- 1 
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CH4N20·HN03 (c) 85NURIE 
Urea nitrate 
Heat Capacity 298.15 K, Cp =158.6 J·mol-I·K- I 

Temperature range 60 to 330 K. 
Entropy 298.15 K, S=189.2 J·mol-I·K- 1 

Molecular Weight 123.0682 
Wiswesser Line Notation ZVZ &WNQ 
Evaluation A 

CH4N2S (c) 67WES/C 
Thiourea 
Heat Capacity 298.15 K, 

Temperature range. 
Entropy 298.15 K, S= 115.8 J·mol-I·K- I 

Molecular Weight 76.1160 
Wiswesser Line Notation ZYZUS 
Evaluation A 

Anomalies occur at: 169.3 K, ilS=0.17 J·mol-I·K -I; 171.2 
LlS=0.04 ].mol-1·K- I; 200 K, LlS=0.71 J·mol-I·K- I. A slight hI 
in the heat capacity appears between 210 and 260 K. 

82TORl~ 

Thiourea 
Heat Capacity 298.15 K, Cp =96.90 J·mol-I·K- I 

One temperature. C p data given as 1.273 J. K- 1 • g -I. Data 
67WES/CHA. 

Phase Changes 
c/g 298.15 K, 

Molecular Weight 76.1160 
Wiswesser Line Notation ZYZUS 
Evaluation B 

CH4N2S (c) 
A mmonium thiocyanate 

Heat Capacity 298.15 K, 
Temperature range 5 to 340 K. 

Entropy 298.15 K, 
Molecular Weight 76.1160 

Wiswesser Line Notation NCSH &ZH 
Evaluatiol! A '. 

CH4N2S (c) 
Ammonium thiocyanate 
Phase Changes 
c,IVc,I 360.7 K, 

Molecular Weight 76.1160 
Wiswesser Line Notation NCSH &ZH 
Evaluation A 

(CH1N1Sh,C2H1Cl1 (c) 

D.H=112000 ]·mol- 1 

ilS=375.6 J·mol-I·K- 1 

70VANI'V 

88PETI 

ilH=3200 J·mo!-I 
~S=8.9 J·mo!-I·K- 1 

92SEKIl 
Thiourea 1,1,2,2-tetrachloroethane clathrate 
Heat Capacity 298.15 K, Cp =414.06J.mol- l

• K- 1 

Temperature range 13 to 330 K. 
Entropy 29R.l S K, 

Phase Changes 
c,IIVc,II 

c,IIJc.I 

224 K, 

248 K, 

Molecular Weight 396.1978 

LlH=5940 J·mor l 

LlS=28.1 ]·mol-I·K- 1 

/j.H=2756 J·mol- I 

ilS=1l.3 J·mo\-I·K- 1 

Wiswesser Line Notation ZYZUS 3 &GYGYGG 
Evaluation A 
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73KRIlLIC 
Nitroguanidine 
Heat Capacity 298 K, Cp =129.3 J·mol-1·K- 1 

Temperature range 200 to 460 K. Equati()n})1).ly. 
Molecular Weight 104.0682 . 
Wiswesser Line Notation WNMYZUM 
Evaluation C 

CD40 (Jiq) 
Methanol-d4 ; Methyl alcohol-d4 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 36.0744 

92FILIAFA 

Wiswesser Line Notation QH &IH-2 &2H-2 3 
Evaluation B 

CHD30 (Jiq) 92FILIAFA 
Methanol-d3 ; Methyl i:lldlUhul-d3 

Heat Capacity 298.15 K, Cp =84.8 J·mol-1·K- 1 

One temperature. 
Molecular Weight 35.0663 
Wiswesser Line Notation Q1 &2H-2 3 

Evaluation B 

CH40 (Jig) 
Methanol; Methyl alcohol 
Heat Capacity 298 K, 

Temperature range 288 to 335 K. 
Molecular Weight 32.0420 

Wiswesser Line Notation Q I 
Evaluation D 

CH40 (Jig) 
Methanol; Methyl alcohol 
Heat Capacity 291 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation D 

CH40 (c) 
Methanol; Methyl alcohol 
Heat Capacity 173 K, 

Temperature range 93 to 173 K. 
Phase Changes 
c/liq 176 K, 

Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation C 

CH40 (Jig) 
Methanol; Methyl alcohol 

1881REI 

07WAL 

25MAAIWAL 

AH=2196 J·mol- I 

A5=12.5 J·mol-1·K- 1 

25PAR 

Heat Capacity 290.1 K, CIJ=79.9 J·mol-1·K- 1 

Temperature range 89 to 290 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5= 136.4 J·mol-I·K- 1 

Extrapolation below 90K 40.75 J·mol-I·K- 1
• 

Phase Changes 
cJl/c,I 

c,I/liq 

161.1 K, 

175.3 K, 

Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
F.VllluMion B(CI')' C(S) 

.1H=590 J'mol- I 

.15=3.66 ]·mol-I·K- 1 

.1H=317() J.mo1- 1 

.15=18.12 J·mol-I·K- 1 

CH40 (liq) 29KEL5 
Methanol; Methyl alcohol 
Heat Capacity 292.0 K, Cp =79.9 J·mol-1·K-1 

Temperature range 16 to 293 K. Value is unsmoothed experimental 
datum. 

Entropy 
Phase Changes 
dIle,! 

c,l/lig 

298.15 K, 

157.4 K, 

175.2 K, 

Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

AH=645.6 J'mol- 1 

A5=4.1O J·mol-1·K- 1 

AH=3167 j·mol- I 

A5=18.08 j·mol-I·K-1 

CH40 (liq) 29PARlKEL 
Methanol; Methyl alcohol 
Entropy 298.1 K, 5=129.7 ].mol-I.K I 

Extrapolation below 90 K, 34.3 j·mol-I·K- 1• Revision of previous 
data. 

Molecular Weight 32.0420 
WilSwt:~er Line Notation Ql 

Evaluation C 

CH40 (lig) 
Methanol; Methyl alcohol 
Heat Capacity 270 K, 

Temperature range 190 to 270 K. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (Jiq) 
Methanol; Methyl alcohol 
Heat Capacity 313.15 K, 

Temperature range 40 to 110°C. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q I 
Evaluation A 

CH10 (c) 
Methanol; Methyl alcohol 
Heat Capacity 20.5 K, 

Temperature range 5 to 28 K. 
Entropy 16.25 K, 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation A 

CH40 (lig) 
Methanol; Methyl alcohol 
Heat Capacity 300.8 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation C 

29MITIHAR 

31FIO/GlN 

37AHLIBLA 

39PHI 
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CH40 (liq) 
Methanol; Methyl alcohol 
Heat Capacity 270 K, 

Temperature range 90 to 270 K. 
Phase Changes 
c,IlIc,I 157.8 K, 

c,lIliq 175.4 K, 

Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (Jiq) 
Methanol; Methyl alcohol 
Heat Capacity 323 K, 

Temperature range 323 to 353 K. 
Molecular Weight 32.0420 

Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (liq) 
Methanol; Methyl alcohol 
Heat Capacity 311 K, 

Mean value 21 to 56°C. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation C 

CH40 (liq) 
Methanol; Methyl alcohol 

Heat Capacity 298.2 K, 
Temperature range 10 to 60°C. 

Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (gls) 
Methanol; Methyl alcohol 
Heat Capacity 120 K, 

Temperature range 20 to 120 K. 
Phase Changes 
c/gls 103 K, 

Glass transition. 
C/lig 175 K 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
FVl'IllIl'ltion A 

CH40 (lig) 
Methanol; Methyl alcohol 
Heat Capacity 313.2 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

49STAIGUP 

dH=711 J·mol- 1 

dS=4.51 J·mol-1·K- 1 

dH=3159 j·mol- 1 

dS= 18.01 J·mol-1·K- 1 

50HOU/MAS 

60SWIIZIE 

62KAT 

68SUG/SUG 

dH=1540 J·mol- 1 

LlS= 14.95 J·mol- 1·K- 1 

70PAZIPAZ 

,I PhVCl; r.hpm Rpf O::!ta, Vol. 25. No, 1. 1996 

CH40 (lig) 
Methanol; Methyl alcohol 
Heat Capacity 298.15 K, 

Temperature range 5 to 332 K. 
Entropy 298.15 K, 

Phase Changes 
c,IlIc,I 157.34 K, 

c,lIliq 175.59 K, 

Molecular Weight 32.0420 
Wiswesser Line Notation Ql 
Evaluation A 

CH40 (Jiq) 
Methanol; Methyl alcohol 
Heat Capacity 298 K, 

Temperature range 298 to 318 K. 

Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (lig) 
Methanol; Methyl alcohol 
Heat Capacity 293.15 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Ql 
Evaluation B 

CII40 (liq) 

Methanol; Methyl alcohol 
Heat Capacity 288.15 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation'QI 
Evaluation B 

CH40 (liq) 
Methanol; Methyl alcohoi' 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (Jiq) 
Melhanol; Me(hyl alcohol 
Heat Capacity 298.15 K, 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

71CARIW 

dH=636.0 J'mol- 1 

dS=4.04 ]·mol- 1·K- 1 

dH=3215.4 J'mol- 1 

dS= 18.31 J ·mol-I·K- 1 

7IDESIBl 

81ATNE 

82DENID 

82VILIC 

84ZEG/S 

CH40 (Jiq) 85COSI 
Methanol; Methyl alcohol 
Heat Capacity 298.15 K, Cp =80.22 ]'mol-!·K- 1 

Temperature range 298.15, 313.15 K. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q I 
Evaluation B 
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CH40 (liq) 
Methanol; Methyl alcohol 
Heat Capacity 298 K, 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (liq) 
Methanol; Methyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (liq) 
Methanol: Methyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation A 

CH40 (liq) 
Me[hanol; Methyl alcuhul 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (Liq) 
Methanol; Methyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q 1 
Evaluation B 

CH40 (liq) 
Methanol; Methyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q I 
Evaluation B 

86KORIKUK 

860GAlMUR 

86TANffOY 

87LAN/CRI 

88ANDIPAT 

880KAlOGA 

CH40 (liq) 89KHAJZYK 
Methanol; Methyl alcohol 
Heat Capacity 298.15 K, Cp =81.11 J·mol-I·K- 1 

Temperature range 175 to 338 K. Un smoothed experimental datum. 
Molecular Weie:ht 32.0420 
Wiswesser Line Notation Q I 
Evaluation B 

CH"O (jiq) 
Methanol; Methyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 32.0420 
Wiswesser Line Notation Q I 
Evaluation B 

92FILIAFA 

CH40 3 (liq) 
Orthoformic acid 
Heat Capacity 298 K, 

Temperature range 293 to 406 K. 
Molecular Weight 64.0408 
Wiswesser Line Notation QYQQ 
Evaluation D 

CH4S (liq) 
Methanethiol; Methyl mercaptan 

Heat Capacity 280 K, 
Temperature range 15 to 280 K. 

Entropy 279.12 K, 
Phase Changes 
c,IIIc,I 137.6 K, 

c,Vliq 150.16 K, 

liq/g 279.12 K, 

Mult!cular Wdl:;hl 48.1026 

Wiswesser Line Notation SHI 
Evaluation A 

1881REI 

42RUS/OSB 

/).H=219.7 J'mo}-l 
/).S=1.60 J·mol- I·K- 1 

/).H=5904 J·mol- l 

/).S=39.32 J ·moJ-1·K-1 

~H=24568 J'mol- 1 

f::,.S=88.02 J ·mol-1·K- 1 

p= 101.325 kPa 

CHsN (liq) 37 AST/SIL 
Aminomethane; Methylamine 
Heat Capacity 259.28 K, Cp = 101.80 J ·mol-I·K- 1 

Temperature range 14 to 259 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=150.2 J·mol-I·K- 1 

For superheated liquid, using extrapolated heat capacities. 
Phase Changes 
clliq 

Iiq/g 

179.70 K, 

266.84 K. 

Molecular Weight 31.0572 
Wiswesser Line Notation Z 1 
Evaluation A 

CHsN30 (c) 
Semicarbazide 
Heat Capacity 298.15 K, 

Temperature range 60 to 330 K. 
Entropy 298.15 K, 
Molecular Weight 75.0700 
Wiswesser Line Notation ZVMZ 
Evaluation A 

CHsN30 (e) 
Semicarbazide 
Heat Capacity 298.15 K. 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Molecular Weight 75.0700 
Wiswesser Line Notation ZVMZ 
Evaluation A 

~H=6134 J·mo\-l 
~S=34.13 j·mo]-I·K- 1 

~H=25811 J'mol- l 

~S=96.73 J·mol-I·K- 1 

85NURfBER 

86LEB/KUL 
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CHsN303S (c) 
Thiourea nitrate 
Heat Capacity 298.15 K, 

Temperature range 8 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,1 265.3 K. 

Molecular Weight 139.1288 

84NURfBER 

AH=34.0 J·mol- 1 

AS=O.l30 ]·mol- 1·K- 1 

Wiswesser Line Notation ZYZUS &WNQ 
Evaluation A 

CHsN304 (c) 85NURIBER 

Urea nitrate 
Heat Capacity 298.15 K, 

Temperature range 13 to 330 K. 
Entropy 298.15 K. 
Muit:t:uliu- Weight 123.0682 

Wiswesser Line Notation ZVZ &WNQ 
Evaluation A 

CHsN3S (c) 82TORISAB 
Thiosemicarbazide 
Heat Capacity 298.15 K, Cp =110.9 ]·mol-I·K- 1 

One temperature. C p data given as 1.217 J. K -I . g -I. 

Phase Changes 
c/g 298.15 K, 

Mo'el'ular Weight 91.1306 
Wiswesser Line Notation ZYMZUS 
Evaluation B 

CHsN3S (c) 
Thiosemicarbazide 
Heat Capacity 298.15 K, 

Temperature range 8 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c ,lI/c ,I 268.9 K, 

Molecular Weight 91.1306 
Wiswesser Line Notation ZYMZUS 
Evaluation A 

CHsN 3S (c,I) 
Thiosemicarbazide 
Heat Capacity 298.15 K, 

Temperature range 8 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,Wc.f 268.9 K, 

Molecular Weight 91.1306 
Wiswesser Line Notation ZYMZUS 
Evaluation A 

CD6IN (c) 

Methylammonium iodide-d6 
H(>l<\t ("l<\p~H'ity 

AH=125800 J'mot- J 

AS=421.9 J·mol-1·K- 1 

84NURIBER 

D.H=70.0 J·mol- I 

AS=0.250 ]·mol-I·K- 1 

85NURIBER 

~H=70.0 J'mol- I 

~S-O.2S0 Jmol- I K-I 

92YAM/MAT 

Temperature range 1 3 to 303 K. Data not given. 

Phase Changes 
cJIIcJ 164.0 K, ~S=8.8 J·mo!-I·K- 1 

S to rr' tram.ition_ 
Molecular Weight 165.0170 
Wiswesser Line Notation 21 &IH & 1I2/5/H-2 6 
Evaluation B 
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CH~IN08S2·12H20 (c) 68ASHIS 
Methyl ammonium aluminum alum 
Heat Capacity 300 K, 

Temperature range 5 to 300 K 
Entropy 300 K, 
Phase Changes 
c,II1c,I 176.18 K, 
90 K Anomaly: Schottky type anomaly between 65 and 120 K, maxim 
at 90 K, entropy estimated to be between 6 and 9 J·mol-I·K- I. 176 
Anomaly: Due to free rotation of methylammonium group (CH3NH 
Observed e;;mropy chan,gc at 176.18 K is 9.70 J·mol- 1-K-I. 

Mo\ecu\ar Weight 46"') .3442 
Wiswesser Line Notation AL 21& S-04*2 QH-12-
Evaluation A 

CH6CIN (c) 46AS1'/2 
Methylammonium chloride 
Heat Capacity 298.15 K, 

Temperature range 12 to 298 K. 
Entropy 298 K, S=138.53 J·mol-1·K- 1 

Usin,g metastable c, II beloW 220 K gives S = 138. 70 ] . mol-I. K- 1
• 

Phase Changes 
c,IIIfc,II 

c,II/c,I 

220.4 K, 

264.5 K, 

Molecular Weight 67.5181 
Wiswesser Line Notation Zl &GH 
Evaluation A 

CH6BrN (c) 
Methylammoniumbromide 

D.H=1778 J·mol- I 

~S::=8.07 J·mol-I·K- 1 

6..H=2820 J·mol- 1 

~S=1O.66 ]·moI-J·K- J 

90GENILl 

Heat Capacity 300 K, Cp =79.2 J·mol-I·K- 1 

Temperature range 300 to 480 K. C/c) = 155.1 -0.514T+8.70xH 
T2 J ·mol-I·K- 1 (300 to 480 K). 

Phase Changes 
c,IIIJc,II 

c,lI/c,I 

c,IJ1iq 

397.7 K, 

488.4 K, 

531.9 K, 

Molecular Weight 111.9691 
Wiswesser Line Notation Z 1 &EH 
Evaluation A 

CH6Br3NPb (c) 
Methylammonium tribromoplumbate(II) 

D.H=1600 J·mol- 1 

b.S=4.02 J .mol-\ ·K- 1 

~H=351O J·mol- 1 

AS=7.1R J.m()1- 1.K- 1 

~H=8340 J'mol-! 
~S=15.69 J·mol-1·K- 1 

900NO/lV, 

Heat Capacity 300.44 K, C p = 1 70.7 J. mo]-I . K- 1 

Temperature range 13 to 300 K. Unsmoothed experimental datum. 
Phase Changes 
c,lV/c,III 

c,IIIJc,n 

c,lI/c,I 

148.8 K, 

154.0 K, 

236.3 K, 

Mo\ecu\al" Weight 478.9771 
Wiswesser Line Notation Z1 &-Ptl-tJ::b 

Evaluation A 

AH=1590 J·mol- I 

AS=11.2 J·mo1- I ·K- 1 

~H=620 )·mol-\ 

AS=4.1 J·mol-I·K- 1 

AH==1710 J·mol- I 

~S=8.2 J·mol-I·K- 1 
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CH6Br3NSn (c) 
Methyl ammonium tin bromide 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,V/c,IV 46.0 K, 

c,IV/c,III 

c,TTT/c.n 
c,II/c,I 

c,III/c,II plus c,lI/c,I 

188.2 K, 

213.0 K 
229.4 K, 

Molecular Weight 869.8911 
Wiswesser Line Notation lZH .SN E3 
Evaluation A 

910NOIMAT 

I::.H=16 J·mol- 1 

I::.S=0,37 J·mol-I·K-1 

I::.H=1000 J·mol- I 

I::.S=6.02 J·mol-I·K- 1 

I::.H=4280 J·mol- I 

1::.5= 18.98 J·mol-I·K- I 

C~CIN30 (c) 41SAT/SOG4 
Semicarbazide hYdrochloride 
Heat Capacity 323 K. Cp =143.5 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 111,5309 
Wiswesser Line Notation ZVMZ &GH 
Evaluation C 

Same data in 4OSAT/SOG5 

CH6Cl3NPb (c) 900NO/MAT 
Methylammonium trichloroplumbate(II) 
Heat Capacity 300.23 K, C p = 170.2 J. mol-I. K- 1 

Temperature range 13 to 300 K. Unsmoothed experimental datum. 
Phase Changes 
c,III/c,U 

c,II/c,I 

171.5 K, 

177.2 K, 

Molecular Wei2ht 345.6241 

I::.H=2400 J·mol- I 

1::.5= 14.6 J·mol-I·K- 1 

I::.H=1920 J·mol- I 

I::.S= 10.0 J·mol- I·K- I 

Wiswesser Line Notation ZI &-PB-GGG 
Evaluation A 

CH6IN (c) 

Methylammonium iodide 
Heat Capacity 298.15 K, 

Temperature range 14 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IUc,I 166.1 K 

Undercooled (x' to metastable 8. 
Molecular Weight 158.9696 
Wiswesser Line Notation Z 1 &IH 
Evaluation A 

86YAM/OGU 

Data given for /3' phase from 10 to 220 K. /3' to (x' phase transition at 
220 K, I::.H=2970 J·mol- I, .15=13.5 J·mol-I·K- I. 

CH613NPlJ (l,:) 900NO/MAT 

Methylammonium triiodoplumbate(II) 
Heat Capacity 299.14 K, Cp =189.6 J·mol-I·K- I 

Temperature range 13 to 365 K. Unsmoothed experimental datum. 
Phase Changes 
cJII/c.I1 

dUd 

161.4 K. 

330.4 K, 

Molecular Weight 619.9786 
Wiswesser Line Notation Z 1 &-PB-III 
Evaluation A 

~H=2980 J·mol- I 

.15=19.0 J·mol-I·K- 1 

.1H=2580 J·mol- 1 

,15=9,7 J·mol-I·K- I 

CH~2 (liq) 
Methylhydrazine 
Heat Capacity 298.15 K, 

Temperature range 15 to 298 K. 
Entropy 298.15 K. 
Phase Changes 
clliq 220.79 K. 

liq/g 298.15 K, 

Molecular Weight 46.0718 
Wiswesser Line Notation ZM 1 
Evaluation A 

51 ASTIFIN 

AH=I0418 J·mol- 1 

AS=47.19 J·mol-I·K- 1 

AH=40367 ]'mol- I 

AS= 135.39 ]·mol-I·K- 1 

P=6.62 kPa 

CH6N20 1 (c) 28CLUIHAR 
Ammonium carbamate 
Heat Capacity 295.5 K, Cp = 131.00 J ·mol-I·K- 1 

Temperature range 13 to 296 K. 
Molecular Weight 78.0706 
Wiswesser Line Notation ZVQ &ZH 
Evaluatiun B 

CH6N4S (c) 
Thiocarbohydrazide 

82TORISAB 

Heat Capacity 298.15 K, Cp =125.3 J·mol-1·K- 1 

One temperature. C p data given as 1.180 ]. K -I . g -I. 
Phase Changes 
c/g 298.15 K, 

Molecular Weight 106.1452 
Wiswesser Line Notation ZMYMZUS 
Evaluation B 

CI4 (I,;) 

Tetraiodomethane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight ::519.6290 

Wiswesser Line Notation IXm 
Evaluation A 

CKNS (c) 
Potassium thiocyanate 
Heat Capacity 298.15 K, 

Temperature range 5 to 340 K. 
Entropy 298.15 K, 
Molecular Weight 97.1760 
Wiswesser Line Notation K SeN 
Evaluation A 

CKNS (c) 

Potassium thiocyanate 
Phase Changes 
c,IIJc,I 413 K. 

Dependent on heating/cooling rate . 
Molecular Weight 97.1760 
Wiswesser Line Notation K SeN 
Evaluation A 

AH==152100 ]·mol-1 

I::.S=51O.1 ]·mol-1·K- I 

93CARfLAY 

70VANlWES 

92HAM/HOU 

AH=590-707 J'mol- I 

d5= 1.43-1.71 J·mol-I·K- 1 
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COS (liq) 

Carbonyl sulfide 
Heat Capacity 220 K, 

Temperature range 20 to 220 K. 
Entropy 222.91 K, 
Phase Changes 
c/liq 134.33 K, 

liq/g 222.91 K, 

Molecular Weight 60.0704 
Wiswesser Line Notation SCO 
Evaluation A 

CS2 (liq) 
Carbon disulfide 

37KEMIGIA 

6.H=4728 j·mol- I 

6.S=35.20 j·mol-I·K- I 

6.H=18506 j·mol- I 

6.S=83.02 J·mol-I·K- I 

P=101.325 kPa 

37BRO/MAN 

HE'~t C.~Jladty 297.43 K. Cp =76.02 J·mol-I·K- I 

Temperature range 15 to 297 K. Value is un smoothed experimental 

datum. 
Entropy 298.15 K, S=151.0 J·mol-I·K- I 

Phase Changes 

clliq 161.11 K, 

Molecular Weight 76.1310 
Wiswesser Line Notation SCS 

Evaluation A 

CS2 (liq) 
Carbon disulfide 
Heat Capacity 293 K, 

Temperature range - 100 to 20°C. 
Molecular Weight 76.1310 
Wiswesser Line Notation SCS 
Evaluation C 

CS2 (liq) 
Carbon disulfide 
Heat Capacity 

One temperature. 

301.2 K, 

Molecular Weight 76.1310 
Wiswesser Line Notation SCS 
Evaluation C 

CS2 (Iiq) 

Carbon disulfide 

6.H =4389 J. mol- I 

6.S=27.24 J·mol-I·K- I 

39MAZ3 

39PHI 

45ZHD 

Heat Capacity 294.81 K, Cp =74.89 J·mol-I·K- I 

Temperature range 7 to 31°C. Value is unsmoothed experimental 
datum 

Molecular Weight 76.1310 
Wiswesser Line Notation SCS 
Evaluation B 

CS2 Oiq) 
Carbon disulfide 
Heat Capacity 298 K, 

Temperature range 286 to 317 K. 
Molecular Weight 76.1310 
Wiswesser Line Notation SCS 
Ev~uation B 
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55STAITUP 

CSe2 (Iiq) 
Carbon diselenide 
Heat Capacity 298 K, 

Temperature range - 190 to 50°C. 
Entropy 298 K, 

Phase Changes 
c/liq 229.5 K, 

Molecular Weight 169.9310 
Wiswesser Line Notation -SE-C-SE-
Evaluation B 

C2Br2D4 (liq) 
1,2-Dibromoethane-d4 

Heat Capacity 310 K, 

One temperature. 
Molecular Weight 191.8864 
Wi~wE'~~pr T .ine Notation E2E &21H-2 4 

Evaluation C 

C2.1:Sr21f4 (l1q) 

1,2-Dibromotetrafl uoroethane 
Heat Capacity 298.15 K, 

Temperature range 8 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c,Uliq 162.83 K, 

Molecular Weight 259.8236 
Wiswesser Line Notation FXFEXFFE 
Evaluation A 

66GATID 

6.H=6360 J·mol- I 

6.S=27.7 J·mol-I·K- I 

49WUY/J 

82KOS/Z 

S=299.4 J. mol-I. K- I 

6.H=7036.7 J. mol- I 

6.S=43.22 J·mol-I·K- I 

C2Br2F 4 (liq) 88VES/2 
1,2-Dibromotetraftuoroethane 
Heat Capacity 298.15 K, Cp = 173.8 J. mol-I. K- I 

Temperature range 298 to 318 K. Cp (J·mol- I.K- I)=13 
+0.1420(T/K) (298 to 318 K). 

Molecular Weight 259.8236 
Wiswesser Line Notation FXFEXFFE 
Evaluation A 

C2Ca04·H20 (c) 33LAT/~ 
Calcium oxalate monohydrate 
Heat Capacity 299.78 K, 152.4 J·mol-I·K- I 

Temperature range 19 to 300 K. C" value unsmoothed experimc 
datum. 

Entropy 298.1 K, S=156.0J·mol- I·K- 1 

Molecular Weight 146.1128 
Wi"wpsspr J ,ine Notation OVVO .CA &QH 
Evaluation B 

C2CIF3 (liq) 510Ll! 
Chlorotri fI uoroethene; Chlorotrifl uoroeth y lene; Tri fI uorochloroetr 
Trifluorochloroethylene 
Heat Capacity 244.80 K, CI'=122.42 J·mol-I·K- 1 

Temperature range 16 to 245 K. 
Entropy 244.80 K. S =220.66 J. mol-I. K- 1 

Phase Changes 
c/liq 115.0 K. 

Molecular Weight 116.4702 
Wiswesser Line Notation GYFUYFF 
Evaluation A 

/);.H=5552.6 J'mol- I 

~S=48.28 J·mol-I·K- 1 
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CzCIF3 (liq) 
Chlomtrifillomethene: Chlorotrifluoroethylene; 
Trifluorochloroethylene 

84GOLJKOL 
Tri fluorochloroethane: 

Phase Changes 
c!1iq 118.3 K, 

Molecular Weight 116.4702 
Wiswesser Line Notation GYFUYFF 
Evaluation A 

D.H=5282 J·mol-! 
D.S~44.6 J. mol-I. K- I 

(C2C1F3)n (c) 52HOF 
Polytrifluorochloroethylene; Polytritluorovinyt 
chloride 
Heat Capacity 298 K, Cp =101.7 J·mol-1·K- 1 

Temperature range 0 to 241 DC. Values given for air-quenched and 
slow-cooled samples. Values per monomer unit slow-cooled samples. 
Unsmoothed experimental datum. 

Molecular Weight 116.4702 
Wiswesser Line Notation !*XGFXFF*/ 

Evaluation B 

(C2C1F 3)n (liq) 57YARIKAY 
Polytrifluorochloroethylene; Polytrifiuorovinyl 
chloride 
He9t C9P9city 298 K, C p = 116.3 J. mol-I. K-I 

Temperature range 298 to 373 K. Equation only. Values per monomer 
unit. 

Molecular Weight 116.4702 
Wiswesser Line Notation /*XGFXFF*/ 
Evaluation B 

92CHAIWEE 
Polytrifluorochloroethylene; Polytrifluorovinyl 

chloride 
Heat Capacity 298. IS K, 

Temperature range 2.5 to 620 K. 
C,,(amorph, 298.15 K)= 103.93 J/mol· K. 

Entropy 298.15 K, 5= 111.00 J. mol-I. K- I 

S(amorp, 298.15 K)= 110.27 J/mol· K. 
Phase Chanees 
c/Jiq 497 K, 

Molecular Weight 116.4702 
Wiswesser Line Notation I*XGFXFF*/ 
Evaluation A 

b.H=:::4659 J'mol- l 

D.S=9.3 J·mol- 1·K- 1 

T(glass)=140 to 4-00 K. Thermal treatment yields varying degrees of 
sample cystallinity with related but differing values for Tm and J.H 
fusion. 

55ASTIWIL 
Pentaftuorochloroethane 
Heat Capacity 23 .. 1-.04 K. C I' = 145.27 J. mol-I. K- 1 

Temperature range lS to 234- K. Value is un smoothed experimental 
datum, 

Entropy 234.04 K, 5=248.03 J. mol-I. K- 1 

Phase Changes 
c.Wc.I \ 80.24K. j.H=2628J·mo\-1 

d/liq 173.71 K. 

liq/g 234.04 K. 

Molecular Weight 15..!-. ..!-670 
\Viswesser Line Notation GXFFXFFF 
Evaluation 

j.S=31.75 J. mol-I. K- 1 

j.H=1879 J'mol- 1 

j.S=10.82 J·mol-I·K- 1 

j.H=194-10 J·mol- I 

j.S=82,93 J. mol- 1 . K- 1 

P= 10 1.325 kPa 

A 

CzCl2F4 (liq) 37PER 
1.2-Dichloro-l.l.2.2-tetraf1uoroethane: Freon 114 
Heat Capacity 293.3 K, Cp =169.9 ]·mol- I ·K- I 

Temperature range -188 to 20 DC. Value is un smoothed experimental 
datum. 

Molecular Weight 170.9216 
Wiswesser Line Notation GXFFXGFF 

Evaluation C 
Probably a mixture of isomers. 

C2ClzF 4 (liq) 37PER2 
1 ,2-Dichloro-1, 1,2,2-tetraftuoroethane; Freon 114 
Heat Capacity 293.3 K, Cp ::::: 169.9 J. mol-I. K- 1 

Temperature range -188 to 20°C. Value is unsmoothed experimental 
datum. 

Molecular Weight 170.9216 
Wiswesser Line Notation GXFFXGFF 
Evaluation C 

Probably a mixture of isomers. Shows peaks in heat capacity at 
-180 DC, -140 DC, and -100 DC, which may be glassy transitions. 

CZCI2F 4 (Iiq) 81KOLIKOS 
L2~Dichloro-l, 1 ,2,2-tetrafluoroethane; Freon 114 
Heat Capacity 98,15 K, Cp =164.0 J·mol-1·K- 1 

Temperature range 8 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIfc,II 

c,II/c,I 

c,Ifliq 

109.3 K, 

134.6 K, 

180.62 K, 

Molecular Weight 170.9216 
Wiswesser Line Notation GXFFXGFF 
Evaluation A 

C2Cl2F 4 (liq) 

5=282.0 J. mol-I. K-! 

D.H=1212 J·m01- 1 

D.S=11.09 J·mol-1·K- 1 

~H=2628 J. mol-I 
~5=:: 19.5 J. mol-!· K- 1 

&H==1510 J·mol- 1 

D.S=8.36 J. mol-I. K- 1 

88 SAIlS AT 
1 ,2-Dichloro-l, L2,2-tetraftuoroethane; Freon 114 
Heat Capacity 

Pressure, temperatu~e study, equ~tion only. 
Molecular Weight 1'70.9216 
Wiswesser Line Notation GXFFXGFF 
Evaluation A 

C2CI3F3 (liq) 38RlE 
1, 1,2-Trichloro-1,2,2 .. trifluoroethane; Freon 113 
Heat Capacity 98.2 K, Cp =177.0 J'mo]-I'K- 1 

Temperature range - 30 to 61 DC. 
Molecular Weight 187.3762 
Wiswesser Line Notation GXGFXGFF 
Evaluation B 

C2Cl3F3 (liq) 39RIE 
i.l ,2-Trichloro-l ,2,2-trifluoroethane; Freon ll3 
Heat Capacity 298.2 K, Cp =177.0 J·mol-1·K- 1 

Temperature range - 30 to 61 0 C. 
Molecular Weight 187.3762 
Wiswesser Line Notation GXGFXGFF 
Evaluation B 

J. pnys. cnem. Her. Data, vor. 25, NO.1, 1~9t5 
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C2CI3F 3 (Iiq) 40BENIMCH 
1,1,2-Trichloro-l ,2,2-trifluoroethane; Freon 113 

Heat Capacity 98.15 K, Cp =179.8 J·mol-I·K- I 

Temperature range 243 to 336 K. Data calculated from equation. 
Molecular Weight 187.3762 
Wiswesser Line Notation GXGFXGFF 
Evaluation B 

C2CI3F 3 (Iiq) 81 KOLIKOS 
1,1,2-Trichloro-l ,2,2-triftuoroethane; Freon 113 
Heat Capacity 2YlU5 K, Cp=U.US J.mol l'K

l 

Tem'perature range 8 to 300 K. 
Entropy 298.15 K, S=289.5 J·mol-I·K- I 

Phase Changes 
c,lIlc,l 82.5 K, ~H=830.9 J·mol- I 

~S=1O.1 J·mol-I·K- I 

c,I1liq 236.92 K, 

Molecular Weight 187.3762 
Wiswesser Line Notation GXGFXGFF 
Evaluation A 

C2Cl3F 3 (liq) 

~H=2467 J'mol- I 

~S= 10.4 J. mol-I. K- I 

84GOLIKOL 
1,1,2-Trichloro-l ,2,2-triftuoroethane; Freon 113 
Phalic Changcli 

c/liq 273.93 K, 

Molecular Weight 187.3762 
Wiswesser Line Notation GXGFXGFF 
Evaluation A 

~H=2326 J'mol- I 

~S=8.49 J·mol- I·K- I 

C2Cl3F 3 (Jiq) 88VES/ZAB 
1,1,2-Trichloro-l ,2,2-triftuoroethane; Freon 113 
Heat Capacity 298.15 K, Cp =I72.9 J·mol-I·K- I 

Temperature range 298 to 318 K. Cp (J·mol- I.K- I)=113.21 
+0.1991(T/K) (240 to 337 K). 

Molecular Weight 187.3762 
Wiswesser Line Notation GXGFXGFF 
RvaJuation A 

C2Cl3F3 (Jiq) 92WIRlBRA2 
1,1,2-Trichloro-l ,2,2-triftuoroethane; Freon 113 
Heat Capacity' 303.15 K, Cp =I72.5 J·mol-I·K- I 

Temperature range 288 to 503 K. p=0.6 MPa. 
Molecular Weight 187.3762 
Wiswesser Line Notation GXGFXGFF 
Evaluation A 

C2CI3F 3 (liq) 

1,1,1-Trichlorotrifluoroethane 

Phase Changes 
dVd 148 K 

Solid-plastic crystal. 
c.Vliq 287.52 K. 

l\'lolecular Weight 187.3762 

Wiswesser Line Notation GXGGXFFF 
Evaluation A 

870TTIWOO 

~H=411OJ·mol-1 

ilS=14 J·mo\-I·K- I 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 

C2Cl3F 3 (liq) ~~SVU/Vf 

1,1,1-Trichlorotrifluoroethane 
Heat Capacity 298.16 K, 

Temperature range 298.15 to 
+0.200 (T/K) (298 to 318 K). 

C
p

= 168.6 J. mol-I. K- I 

318.15 K. Cp(J ·mol-I·K- I)= 109 

Molecular Weight 187.3762 
Wiswesser Line Notation GXGGXFFF 
Evaluation A 

C2Cl4 (Iiq) 1881R 
Tetrachloroethylene; Tetrachloroethene 
Heat Capacity 298 K, Cp =146.9 J·mol-I·K- 1 

Temperature range 291 to 410 K. 
Molecular Weight 165.8340 
Wiswesser Line Notation GYGUYGG 
Evaluation D 

C2Ci4 (liq) 48Kl 
Tetrachloroethylene; Tetrachloroethene 
Heat Capacity 298 K, C p =139.7 J·mol-I·K- I 

Temperature range 16 to 119°C, mean Cp two temperatures. 
Molecular Weight 165.8340 
Wiswesser Line Notation GYGUYGG 
Evaluation D 

Tetrachloroethylene; Tetrachloroethene 
82GRO/I.t\ 

Heat Capacity 298.15 K, Cp =146.5 J·mol-I·K- I 

Temperature range 298.15 K. One data point given. 
Molecular Weight 165.8340 
Wiswesser Line Notation GYGUYGG 
Evaluation A 

C2Cl4 (liq) 
Tetrachloroethylene; Tetrachloroethene 
Heat Capacity 298.15 K, 

Temperature range 6 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 125-210 K, 

c/liq 250.81 K, 

Molecular Weight 165.8340 
Wiswesser Line Notation GYGUYGG 
Evaluation A 

C2CI4 Oiq) 
Tetrachloroethylene; Tetrachloroethene 
Hpat rapacity 298.15 K, 

One temperature. 
Molecular Weight 165.8340 
Wiswesser Line Notation GYGUYGG 
Evaluation B 

C 2CI4F 2 (c) 
1,I,I,2-'l'etrachlorodifluoroethane 
Phase Changes 
c/Jiq 314.2 K 

Molecular Weight 203.8308 
Wiswesser Line Notation GXGGXGFF 
Evaluation A 

86NOVfRP 

t..H-820 J mol-I 
~S==5.26 J. mol-I. K- I 

I1H= 10880 J. mol- t 

I1S==43.38 J·mol-I·K- I 

89WILIL 

84GOLIKI 

~H=3990 J'mol- I 

I1S=12.7 J·mol-I·K- I 
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C2CI4F2 (liq) 57YARIKAY 
1,1,2,2-Tetrachloro-l ,2-difluoroethane 
Heat Capacity 298 K, CpO::: 173.6 J. mol-I. K- I 

Temperature range 298 to 373 K. Equation only. 
Molecular Weight 203.8308 
Wiswesser Line Notation GXGFXGGF 
Evaluation B 

C 2Cl4F 2 (liq) 7SKOS/KOL 

1,1 ,2,2-Tetrachloro-l ,2-difluoroethane 

Heat Capacity 298.l5K, C,,=175.52J.mol- I .K- 1 

Temperature range 12 to 310 K. Complete data deposited at VINITI, 
No.. 3512-77, J.O Aug 1977. 

Entropy 298.15 K, 5=273.84 ]·mol-1·K- 1 

Low entro,?)' of fusion indicates ,?ossibte 1.eto -poi.nt entro?)' (disorder). 
Phase Changes 
clliq 

Molecular Weight 203.8308 
Wiswesser Line Notation GXGFXGGF 
Evaluation B 

C2Cl4F2 (Iiq) 
1,1;2,2.-L-atnlchloto- 1 ,2-dit\uot:oetnan.e 

Heat Capacity 300 K, 
Temperature range 13 to 310 K. 

Entropy 300 K, 
Phase Changes 
c/liq 297.91 K, 

Molecular Weight 203.8308 
Wiswesser Line Notation GXGFXGGF 
Evaluation A 

f).H=369fd., J. mol- I 

AS 0::: 12.33 J·mol-I·K- I 

78KISISUG 

aH=J666 J. mol-I 
l1S=12.31 J·mo\-I·K- J 

C2CI4F 2 (Jig) 92SVO/KUB2 
l, l ,2,2-Tetrachloro-l ,2-difluofoethane 
Phase Changes 
liq/g 366.2 K, l1Ho:::35170 j·mol- J 

Value obtained by extrapolation. 
Molecular Wejght 203.8308 
Wiswesser Line Notation GXGFXGGF 
Evaluation A 

CZCJ6 (c) 50SEK/MOM 
Hexachloroethane 
Heat Capacity 298.5 K, C p =21 8.0]· mol-I. K- j 

Temperature range 295 to 351 K. U nsmoothed experimental datum. 
Phase Changes 
c,IIVc,II 

c,IVcJ 

c,I11iq 

318 K. 

345 K 

458 K. 

Molecular Weight 236.7400 
Wiswesser Line Notation GXGGXGGG 

1H==2565 j·mor- J 

15==8.08 j·mo!'-I·K- J 

.1H ==8122 J. mol- J 

~S::::c23.8 J ·mo\-l. K:- 1 

1H==9749 j·mo!-I 
~S=:23.0 j·mol-'>·K-\ 

Evaluation Btep )' AIPhase changes) 

C2C16 (c) 
Hexachloroethane 

Phase Changes 
!:,IlIle,n 

cJIIc,I 

320 K, 

345 K, 

cJIliq 454 K 
Molecular Wejght 236.7400 
Wiswesser Line Notation GXGGXGGG 
Evaluation A 

CzCI., (c) 

Hexachloroethane 

Heat Capadty 298.tS K, 
Temperature range 13.7 to 360 K. 

70MURlBRE2 

~H=2605 J·mol- I 

AS=8.16 J. mol- I ·K- I 

~H=6310 J·mol- J 

AS= 18.32 J. mol-I. K- 1 

75RAKiGUT 

Entropy 298.15 K. S=?~7i T.mol-I.K- 1 

Entropy estimated at 13 K to be 3.10 J·mol-I·K- I . 

Phase Changes 
c,IIVc,II 

c,IIIc,I 

317.4K, 

344.6 K, 

Molecular Weight 236.7400 
Wi.swesser Lin~ Notation GXGGXGGG 
Evaluation A 

C2CI6 (e) 
Hexachloroethane 
Phase Cbanges 
c,IIIIc,1I 

c,lIle,l 

316.8 K, 

345.0 K, 

Molecular Weight 236.7400 
Wiswesser Line Notation GXGGXGGG 
Evaluation A 

aH=2644 J. mol-I 
~S=8.33 j·mo!-J·K- I 

AH=6916 J. mol-I 
~S=20.1 J. mol-I. K- ' 

B8PETrrSY 

.1.H=2100 J·moJ- 1 

l1S=6.6 J·mol-I·K-< 
LlH=6300 j·mol- I 

~S=\~.~ 5·mo\-1 ."K,-J 

C 2CI6D12N2Sn (e) 88MATIYAN 
Bis(methylammoniumA,) hexachlorostannate (IV) 
Heat Capacity .298.15 K, Cp "=321.68 j. mo!-\· K-- 1 

Temperature range 13 to 300 K. 
Entropy 29'b. \ 5 K, 
Phase Changes 
c.IIIc.I 154.96 K, 

Order/disorder transition. 
Molecular Weight 407.6512 

LlH=281O j·mo\-r 
:H"=21.8 j·mol- I • K- 1 

Wiswesser Line Notation lZH 2 -SN- G6 & I/H-2 3 &2/H-2 3 
Evaluation A 

49DHO/JUN 

1 ,2-Dibromocthane-d l : Ethylene dibromide-d J 

HE-at ('apacity 1q:) K. (" === 1 ~7 q 1. mnl- \ . K- 1 

One temperature. 
Molecular Weight 188.8695 
Wiswesser Line Notation E2E &2IH-2 
Evaluation B 

J. Phys. Chern. Ref. Data. Vol. 25. No.1. 1996 
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C1DH3Br2 (liq) 49WUY/JUN 
1,2-Dibromoethane-dl; Ethylene dibromide-dl 
Heat Capacity 310 K, C p = 138.28 ]. mol-I. K- 1 

One temperature. 
Molecular Weight 188.8695 
Wiswesser Line Notation E2E &2/H-2 
Evaluation e 

C1D2H2Brl (liq) 49DHO/JUN 
1 ,2-Dibromoeth:lnf>-d:/ 1 ,1); Fthylf'nf' dihromide-d2{ 1.1) 
Heat ~apacity 293 K, C p = 142.8 J. mol-I. K- I 

One temperature. 
Molecular Weight 189.8774 
Wiswesser Line Not9tion E2E &2-1IH-2 2 

. Evaluation e 

C1D1H2Brl (liq) 49WUY/JUN 
1,2-Dibromoethane-d2(1, 1); Ethylene dibromide-d2(1, 1) 
Heat Capacity 310 K, Cp =143.64 J·mol-I·K- I 

One temperature. 
Molecular Weight 189.8774 
Wiswesser Line Notation E2E &2-1/H-2 2 
Evaluation e 

C1D2H1Brl (liq) 49DHO/JUN 
1 ,2-Dibromoethane-d2( 1,2); Ethylene dibromide-d2( 1,2) 
Hent Cnpacity 293 K, Cp =141.6 J.mol-I.K- 1 

One temperature. 
Molecular Weight 189.8774 
Wiswesser Line Notation E2E &2-1I2-2/H-2 2 
Evaluation e 

C2D1H2Br2 (lig) 49WUY/JUN 
1,2-Dibromoethane-dz( 1,2); Ethylene dibromide-d2( 1,2) 
Heat Capacity 310 K, Cp =142.13 J·mol-I·K- I 

One temperature. 
Molecular Weight 189.8774 
Wiswesser Line Notation E2E &2-1/2-21H-2 2 
Evaluation e 

C1D2H 40 2 (liq) 62RABINIK 
I,2-Dihydroxyethane-d2; 1,2-Ethanediol-d2; Ethylene glycol-d2 

Heat Capacity 298 K, Cp =155.94 J·mol-I·K- 1 

Temperature range 10 to 55 °e. 
Molecular Weight 64.0806 
Wiswesser Line Notation Q2Q & 1/3/H-2 2 
Evaluation B 

C2D2H40 2 Oiq) 67NIKlRAB2 
1,2-Dihvdroxvethane-d?; 1,2-Ethanediol-d2: Ethylene 
glycol-dz 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 
Phase Changes 
C/liq 258.8 K, b..H=9749 J·mol- 1 

b..S=37.67 J. mol-I. K- I 

Molecular Weight 64.0806 
Wiswesser Line Notation Q2Q & 1/3/H-2 2 
Evaluation B 

J. Phvs. Chem. Ref. Data. Vol. 25. No.1. 1996 

C2D3HBr2 Oiq) 49DHO/Jt 
1,2-Dibromoethane-d3; Ethylene dibromide-d3 

Heat Capacity 293 K, Cp =144.3 ]·rnorl·K- 1 

One temperature. 
Molecular Weight 190.8853 
Wiswesser Line Notation E2E &2/H-2 3 
Evaluation e 

C2D3HBrl (liq) 49WUY/JU 
1,2-Dibromoethane-d3; Ethylene dibromide-d3 
Heat Capadty 310 K, Cp -145.14 J-mol-I-K-I 

One temperature. 
Molecular Weight 190.8853 
Wiswesser Line Notation E2E &2/H-2 3 
Evaluatiun C 

49DHOIIL' 
1,2-Dibromoethane-d4; Ethylene dibromide-d4 

Heat Capacity 293 K, Cp =147.5 J·mol- 1·K-1 

One temperature. 
Molecular Weight 191.8932 
Wiswesser Line Notation E2E 
Evaluation B 

C2DsN04·O.5D20 (c) 89FUKlMJ 
Ammonium hydrogen oxalate hemihydrate-d6 

Heat Capacity 298.15 K, C
P
.= 179.97 J. mol-I. K- 1 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,Il/c,r 160.1 K, 

Order-disorder transition. 
Molecular Weight 122.1208 

AH=0.56 J. mol-I 
AS=4.12 ]·mo!-I·K- I 

Wiswesser Line Notation ZH QVVQ &QH 0.5 &1/H-2 2 &2/4/7/10/] 
H-2 

Evaluation A 

C1F 1°2 (liy) 
Oxalyl fluoride 
Heat Capacity 

Temperature range 13 to 270 K. 
Phase Change~ 

c/liq 260.73 K, 

liq/g 270.13 K, 

Molecular Weight 94.0176 
Wiswesser Line Notation FVVF 
Evaluation A 

C2F3N (liq) 

71HC 

b..H= 13407 J. mol-I 
AS=51.4 J·moJ-I·K- 1 

b..H=28255 J. mol-I 
L\S=104.6 J·mol- I. K- 1 

61PACfB( 

Trifluoroacetonitrile; Trifluoromethyl cyanide 
Heat Capadty 205 K, Cp -118.11 J-mol- 1 K-I 

Temperature range 15 to 205 K. 
Entropy 205.47 K, 
Phase Changes 
c/llq 

liq/g 

128.73 K, 

205.47 K, 

Molecular Weight 95.0239 
Wiswesser Line Notation NeXFFF 
Evaluation Z 

Aff -4971 J'lllol- l 

b..S=38.62 J·mol-1·K- 1 

b..H= 17832 J. mol- 1 

b..S=86.79 J. mol-I. K- I 

P=101.325 kPa 
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C2F4 (liq) 
Tetraftuorethene; Tetraftuoroethylene 
Heat Capacity 200 K, 

Temperature range 6 to 210 K. 
Entropy 197.53 K, 
Phase Changes 
C/liq 

liq/g 

142.00 K, 

197.53 K, 

Molecular Weight 100.0156 
Wiswesser Line Notation FYFUYFF 
Evaluation A 

53FUR/MCC 

6.H=7714.5 J'mol- 1 

6.S=54.33 J·mol-1·K- 1 

6.H= 16821 J'mol- 1 

6.S=85.16 J·mol-I·K- I 

P= 101.325 kPa 

(C2F4)n (c) 52FURIMCC 
Polytetraftuoroethylene, annealed; Teflon, annealed 
Hcat Capacity 280 K, Cp =97.6 J- mo]-I K- 1 

Temperature range 15 to 370 K. Values per monomer unit. 
Phase Changes 

Transition region 280 to 310 K. 
Molecular Weight 100.0156 
Wiswesser Line Notation /*X*FFI 
Evaluation A 

(C2F4)n (c) 52FURIMCC 
Polytetraftuoroethylene, molded; Tefton, molded 
Heat Capacity 280 K, Cp =I01.2 J·mol-I·K- I 

Temperature range 15 to 370 K. Values per monomer unit. 
Phase Changes 

Transition region 280 to 310 K. 
Molecular Weight 100.0156 
Wiswesser Line Notation /*X*FFI 
Evaluation A 

(C2F-t)n (c) 52FURIMCC 
Polytetraftuoroethylene, powder; Teflon, powder 
Heat Capacity 280K, Cp =103.6J.mol- t .K- 1 

Temperature range 15 to 370 K. Values per monomer unit. 

Phase Changes 
Transition region 280 to 310 K. 

Molecular Weight 100.0156 
Wiswesser Line Notation /*X*FFI 
Evaluation A 

(C2F-t)n (c) 55MARIDOL 
Po]ytetrafluoroethylene, drawn; Teflon, drawn 
Heat Capacity 313 K. Cp =99.29 J·mol-I·K- I 

Temperature range 250 to 393 K. Value calculated from equation, valid 
above 313 K. Values per monomer unit. 

Molecular Weight 100.0156 
Wiswesser Line Notation /*X*FFI 
Ev~uation B 

PulYlelraOuUIuelhykm:. puwuer; Td1ufl, puwuer 
55MARIDOL 

Heat Capacity 313 K. Cp =97.36 J. mol-I. K- I 

Temperature range 250 to 393 K. Value calculated from equation, valid 
above 313 K. Values per monomer unit. 

Molecular Weight 100.0156 
\Viswesser Line Notation I*X*FFI 
Evaluation B 

65DOUIHAR 
Polytetraftuoroethylene, powder; Teflon, powder 
Heat Capacity 350 K, Cp =101.6 J·mo1- I·K-1 

Temperature range 350 to 573 K. Values per monomer unit. 
Molecular Weight 100.0156 
Wiswesser Line Notation I*X*FFI 
Evaluation B 

(CZF4)n (c) 65DOUIHAR 
Polytetraftuoroethylene. Quenched: Teflon. quenched 
Heat Capacity 350 K, C p = 106.4 J. mol-I. K- 1 

Temperature range 350 to 725 K. Values per monomer unit. 
Molecular Weight 100.0156 
Wiswesser Line Notation /*X*FF/ 
Evaluation B 

CZf1'40 (Irq) 

Trifluoroacetyl fluoride 
Heat Capacity 

Temperature range 14 to 214 K. 
Phase Changes 
clliq 113.69 K, 

liq/g 214.10 K, 

Molecular Weight 116.0150 
Wiswesser Line Notation FXFFVF 
Evaluation A 

C2F40 (Iiq) 
Trifluoroacety 1 fluoride 

Heat Capacity 214.0 K, 
Temperature range 14 to 214 K. 

Entropy 214.1 K, 
Phase Changes 
clJiq 113.69 K, 

liq/g 214.10 K, 

Molecular Weight 116.0150 
Wiswesser Line Notation FXFFVF 
Evaluation A 

C2F6 (liq) 
Hexafl uoroethane 
Heat Capacity 195 K, 

Temperature range 12 to 195 K. 
Entropy 194.87 K. 
Phase Changes 
c.II1c,I 103.98 K. 

c,Vliq 173.10 K, 

liq/g 194.87 K, 

Molecular Weight 138.0124 
Wiswesser Line Notation FXFFXFFF 
Evaluation A 

71HOD 

6.H=4869 J'mol- I 

as=42.83 J·mol-I·K- I 

flH=19267 J·mo\-l 
6.S=89.99 J. mol-I. K- I 

72PACIHOD 

6.H=4870 J·mol- I 

6.S=42.84 J. mo!-I. K- 1 

t1H=19207 J·mol-\ 
LlS=89.99 J. mol-I. K- I 

p= 101.325 kPa 

48PAC/AST 

6.H=3736 J·mol- I 

6.S =35.93 J. mol-\· K-) 
6.H=2686 J·mo!-I 
a5= 15.52 J. mol-I. K- I 

6.H=16150 J·mol- I 

6.5=82.88 J·mol-I·K- 1 

P-101.325 kPA 
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CzHBrCIF 3 (lig) 
2-Bromo-2-chloro-l,1,1-trifluoroethane 
Phase Changes 
c/lig 157.4 K, 

Molecular Weight 197.3821 
Wiswesser Line Notation GYEXFFF 
Evaluation A 

CzHBrCIF 3 (Jig) 
2-Bromo-2-chloro-l, I, I-triftuoroethane 
Heat Capacity 298.15 K, 

84GOLIKOL 

~H=4840 ]·mol-1 

~S=30.7 J·mol-1·K- 1 

88VES/ZAB 

Cp =156.6 J·mol-1·K- 1 

Temperature range 298 to 
+0.1639(TIK) (298 to 318 K). 

318 K. Cp(J.mol- 1.K- 1)=107.69 

Molecular Weight 197.3821 
Wiswesser Line Notation GYEXFFF 
Evaluation A 

CzHBrCIF 3 (Jig) 
1-Bromo-2-chloro-l, 1 ,2-trifluoroethane 
Phase Changes 

C/liq 146.2 K, 

Molecular Weight 197.3821 
WIswt:sst:C Lint: Nutatiun GYFXFFE 

Evaluation A 

84GOLIKOL 

~H=4380 J·mol- 1 

~S=29.9 J·mol-1·K- 1 

CzHBrCIF 3 (lig) 88VES/ZAB 

I-Bromo-2-chloro-l, 1,2-triftuoroethane 
Heat Capacity 298.15 K, Cp =160.3 J·mol-1·K- 1 

Temperature range 298 to 318 K. Cp (J·mol- 1.K- 1)=1l5.64 
+0.1501(T/K) (298 to 318 K). 

Molecular Weight 197.3821 
Wiswesser Line Notation GYFXFFE 
Evaluation A 

CzHCI3 (Jig) 
Trichloroethene: Trichloroethylene 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 131.3889 
Wiswesser Line Notation GYGU I G 
Ev~uation B 

CzHCI3 (jig) 
Trichloroethene: Trichloroethylene 
Heat Capacity 298 K, 

33TREIWAT 

48KUR 

Temperature range 12 to 80 0 C. mean C p , three temperatures. 

Molecular Weight 13 I .3889 
Wiswesser Line Notation GYGUIG 
Evaluation D 

C2HCI3 (Jiq) 
Trichloroethene: Trichloroethylene 
Phase Changes 
c/liq 188.5 K. 

Molecular Weight 13 I .3889 
Wiswesser Line Notation GYGU I G 
Evaluation A 

84GOLIKOL 

..lH=8450 J·mol- 1 

..lS=44.8 J·mol-I·K- 1 

J. Phvs. Chern. Ref. Data. Vol. 25. No.1. 1996 

CzHCI3F z (Jig) 92LEB/Kl 
1,2-Difluoro-l,2,2-trichloroethane; Freon-122 
Heat Capacity 298.15 K, C p =167.04 J·mol-1·K- 1 

Temperature range 13.8 to 330 K. 
Entropy 298.15 K, S=281.03 J·mol-1·K- 1 

Molecular Weight 169.3857 
Wiswesser Line Notation GXFGYFG 
Evaluation A 

T(glass)=99 K. 

CzHCl30 (Jiq) 18811 
2,2,2-Trichloroethanal; Chloral; a, a, a-Trichloroacetaldehyde 
Heat Capacity 298 K, Cp =151.5 J·mol-1·K- 1 

Temperature range 294 to 383 K. 
Molecular Weight 147.3883 
Wiswesser Line Notation VHXGGG 
Evaluation D 

CzHCl30 z (c) 
Trichloroacetic acid 
Ht:at Capadty 289-320 K, 

Temperature range 289 to 356 K. 
Phase Changes 
c/lig 332.25 K, 

Molecular Weight 163.3877 
Wiswesser Line Notation QVXGGG 
Evaluation D 

Pentachloroethane 

18951 

~H=5898 J. mol- 1 

~S=17.7'5 J·mol- I ·K- 1 

48K 

Heat Capacity 298 K, Cp =196.2 J·mol-1·K- 1 

Temperature range 16 to 154°C, mean Cp , three temperatures. 
Molecular Weight 202.2949 
Wiswesser Line Notation GYGXGGG 
Evaluation D 

CzHzBrzOz (c) 61GLAfI 
Dibromoethanoic acid; Dibromoacetic acid 
Heat Capacity 30(37 K, Cp =124.68 J·mol-I·K- 1 

Temperature range -180 to 37°C. Value is unsmoothed experime 
datum. 

Molecular Weight 217.8446 
Wiswesser Line Notation QVYEE 
Evaluation B 

1. 1 ,2,2 Tetrabromoethane 

48K 

Heat Capacity 298 K, C p = 165.7 J. mol-I. K- 1 

Temperature range 15 to 132°C, mean C p , three temperatures. 
Molecular Weight 345.6538 
Wiswesser Line Notation EYEYEE 
Evaluation D 

C2HzCl2 (Jig) 481< 
I.2-Dichloroethene; 1,2-Dichloroethylene 
Heat Capacity 298 K, Cp =112.1 J·mol-1·K- 1 

Temperature range - 31 to 54°C, mean Cp , 

three temperatures. 
Molecular Weight 96.9438 
Wiswesser Line Notation G 1 U I G 
Evaluation D 
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C2H2Cl2 (lig) 34MEH2 
cis-l,2-Dichloroethene; cis-1,2-Dichloroethylene 
Heat Capacity 288 K, Cp =113.8 J·mol-I·K- 1 

One temperature. 
Molecular Weight 96.9438 
Wiswesser Line Notation G 1 U 1 G-C 
Evaluation C 

C2H2CI2 (Jig) 34MEH2 
trans 1,2 Dichloroethene; trans-l,2-Dichloroethylene 

Heat Capacity 288 K, Cp =I13.0 J·mol-t·K- 1 

One temperature. 
Molecular Weight 96.9438 
Wiswesser Line Notation GIUIG-T 
Evaluation C 

C2H2CI2 (Iig) 
1,1-Dichloroethene; VinyJidene chloride 
Heat Capacity 298.15 K, 

Temperature range 13 to 290 K. 
Entropy 298.15 K. 
Phase Changes 
c/lig 150.59 K, 

lig/g 298.15 K, 

Molec.ular Weight 96.9438 
Wiswesser Line Notation GYGUI 
Evaluation A 

(C2H 2ClZ)n (gls) 
POlyvinylidene chloride 
Heat Capacity 298.15 K, 

Tt:llIpt:1 alure range 58 to 300 K. 

Entropy 298.15 K, 
Molecular Weight 96.9432 
Wiswesser Line Notation /*XGG 1 * I 
Evaluatiull B 

59HILIMCD 

~H=6514 J·mol- l 

6.5=43.26 J. mol- J • K- t 

~H=26476 J. mol-I 
6.5=88.80 J. mol-t. K- t 

P=80.03 kPa 

67LEBIRAB 

Cp =83.05 J·mol-I·K- 1 

5=86.69 J. mol-t. K- t 

C2H2CI2F2 (liq) 
1,2-Diftuoro-2,2-dichloroethane; Freon-132 

92LEB/KUL2 

Heat Capacity 298.15 K, Cp =151.49 J·mol-I·K- I 

Temperature range 13.03 to 310 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 162.99 K. 

Molecular Weight 134.9406 
Wiswesser Line Notation GXFG 1 F 
Evaluation A 

T(glass)=97 K. 

5=253.01 J. mol-I. K- I 

~H=8192 J·mol- t 

~S=50.3 J·mol-I·K- I 

C2H2Cl20 z (Jiq) I 895PIC 
Dichloroacetic acid: Dichloroethanoic acid 
Heat Capacity ~91-3~3 K. C,,=207 J·mol-I·K- 1 

Temperature range 253 to 323 K. 
Phase Changes 
cllig 283.95 K. 

Molecular Weight 128.9426 
Wiswesser Line Notation QVYGG 
Evaluation D 

~H=7644 J·mol- I 

15=26.9 J. mol-I. K- I 

C2H 2Cl20 2 (liq) 02LOU 
Dichloroacetic acid; Dichloroethanoic acid 
Heat Capacity 380 K, Cp =188 J·mol-t·K- t 

Temperature range 22 to 196. o C; mean value given. 
Molecular Weight 128.9426 
Wiswesser Line Notation QVYGG 
Evaluation D 

C2HzCI20 2 (c) 61GLAITIM 
Dichloroacetic acid; Dichloroethanoic acid 
Ht!al Cavadly 280.31 K, C p -182.30 J·llIo!-I·K-1 

Temperature range -180 to 7 dc. Value is unsmoothed experimental 
datum. 

Phase Changes 
c/lig 286.5 K, 

Molecular Weight 128.9426 
Wiswesser Line Notation QVYGG 
Evaluation B 

1,1,2,2-Tetrachloroethane 

~H= 12340 J. mol- 1 

6.5 =43.1 J. mol- J • K- 1 

48KUR 

Heat Capacity 298 K, C p = 165.3 J. mol-I. K- J 

Temperature range 15 to 145°C, mean Cp four temperatures. 
Molecular Weight 167.8498 
Wbwt:lSlSt:r Lille Notation OYOYOO 

Evaluation D 

CzH2C14 (Jig) 
I, I ,2,2-Tetrachloroethane 
Heat Capacity 298.15 K, 

Temperature range 8 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 207.3 K, 

230.8 K, 

Molecular Weight 167.8498 
Wiswesser Line Notation GYGYGG 
Evaluation A 

Data for (c,I). 

CzH2CI4 (Jig) 
1,1,2,2-Tetrachloroethane 
Heat Capacity 298.15 K, 

Temperature range 8 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1cJ 204.8 K, 

cJI/lig 230.3 K, 

Molecular Weight 167.8498 
Wi!>we!>!>er Lin!? NntMion r;yr;yr;r; 

Evaluation A 
Data for (c,II). 

C2H2CI4 (Jiq) 

1,1.2,2-Tetrachlorocthane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 167.8498 
Wiswesser Line Notation GYGYGG 
Evaluation B 

82KOS/KOL 

6.H==544 J. mol- l 

.15=2.62 J·mo!-I·K- I 

6.11~9172 J. mol- l 

.15=39.79 J·mol-I·K- 1 

82KOS/KOL 

C,,= 165.4 J. mol-t. K- t 

~H=356 J·mol- l 

6.5=1.74 J·mol-!·K- t 

AH==9521 J'mol- I 

.15=41.51 J. mol-I. K- 1 

89WILILAI 

C
p
= 168.00 J. mol-I. K-! 
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C2H2Cu04·4D20 (c) 76MATIKUM 
Copper (II) formate tetradeuterate 
Heat Capacity 300.16 K, Cp =329.69 J. mol-I. K- I 

Temperature range 12 to 300 K. Unsmoothed experimental datum. 
Phase Changes 
c,IlIc,I 245.64 K, aH=936.9 J'mol- I 

as=3.814 J. mol-I. K- I 

Molecular Weight 233.7054 
Wiswesser Line Notation OVH 2 .CU &QH4 &12/13/H-2 8 
Evaluation B 

C2H2CU04·4H20 (c) 76MATIKUM 
Copper (II) formate tetrahydrate 
Heat Capacity 295.47 K, C p =290.20 J. mol-I. K- I 

Temperature range 12 to 300 K. U nsmoothed experimental datum. 
Phase Changes 
c,IlIc,I 235.78 K, I1.H = 836.0 J. mol- I 

~S=~_54n I·mol- I . K- I 

Molecular Weight 225.6422 
Wiswesser Line Notation OVH 2 .CU &QH4 
Evaluation B 

91FIN/GAR 
3-Nitro-l,2,4-triazol-5-one 
Heat Capacity 320 K. Cp =124.5 J·mol-I·K- I 

Temperature range 320 to 420 K. Cp (c)=0.00386(T/K)-0.278 J/g'K. 
Molecular Weight 130.0628 
Wiswesser Line Notation T5NMVMJ ENW 
Evaluation A 

29PARIKEL 
Ethanedioic acid; Oxalic acid 
Heat Capacity 298.1 K, Cp =120.1 J·mol-I·K- I 

Extrapolation below 90 K, 38.49 J. mol-I. K- I. Revision of previous 
data. 

Molecular Weight 90.0354 
Wiswesser Line Notation QVVQ 
Evaluation C 

C2H20 4 (c) 39SAT/SOG 
Ethanedioic acid; Oxalic acid 
Heat Capacity 323 K, Cp=1l8.0 J·mol-I·K- 1 

Temperature range 0 to 100 DC. Mean value given. 
Molecular Weight 90.0354 
Wiswesser Line Notation QVVQ 
Evaluation C 

Ethanedioic acid; Oxalic acid 
64DAV 

I1eat Capacity 340 K, CI'=146 j·mul-I·K- 1 

Temperature range 298 to 373 K. Mean value. 
Temperature range uncertain. 

Molecular Weight 90.0354 
Wiswesser Line Notation QVVQ 
Evaluation D 

CzHzO" (c) 

Ethanedioic acid; Oxalic acid 
82LUFIREE 

Heat Capacity 298.15 K. Cp =105.9 J·mo[-I·K- 1 

Temperature range 5 to 320 K. 
Entropy 298.15 K, 
Molecular Weight 90.0354 
Wiswesser Line Notation QVVQ 
FV::IIIl::ltion A 
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C2H20 4 (c) 

Ethanedioic acid; Oxalic acid 
Phase Changes 
c,lIIc,! 393.2 K, 

Molecular Weight 90.0354 
Wiswesser Line Notation QVVQ 
Evaluation A 

C2H3Br (liq) 

Bromoethene; Vinyl bromide 
Heat Capacity 288 K, 

One measurement. 
Molecular Weight 106.9497 
Wiswesser Line Notation E 1 U 1 
Evaluation C 

C2H3Br (liq) 
Bromoethene; Vinyl bromide 
Heat Capacity 288 K, 

One temperature. 
Molecular Weight 106.9497 
Wiswesser Line Notation EIUl 
EV9lu9tion C 

C2H3CI (liq) 
Vinyl chloride 
Heat Capacity 298.15 K, 

Temperature range 58 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 119.31 K, 

Molecular Weight 62.4987 
Wiswesser Line Notation G 1 U 1 
Evaluation B 

Polyvinyl chloride 

88PETfI 

aH=1300 J'mol- I 

as=3.3 J·mol-I·K- I 

J4M 

34ME 

67LEBIR 

S= 118.0 J. mol-I. K- I 

aH=4916 J·mol- I 

as=41.2 J·mol-I·K- 1 

55ALFID 

Heat Capacity 298'K, Cp =59.47 J·mol-I·K- 1 

Temperature range 253 to 393 K. C p calculated from equat 
Cp (cal.g- l .deg- I)=0.2092+7.29Xl0-4t, where t<60 °C for l 
PVC, Cp(cal· g-I. deg- I)=0.2048+8.46X 10-4(, where t<60 DC 
annealed PVc. 

Molecular Weight 62.4987 
Wiswesser Line Notation I*YG 1 * I 
Evaluation A 

T(gJass)=78.5 dc. 

Polyvinyl chloride 
67LEB/R 

Heat Capacity 298.15 K, Cp =59.96 J. mol-i. K- i 

Temperature range 58 to 300 K. Value per monomer unit. 
Entropy 298.15K, S=65.IOJ·mol- I·K- 1 

Molecular Weight 62.4987 
Wiswesser Line Notation I*YG 1 *1 
Evaluation B 
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77CHA 
Polyvinyl chloride 
Heat Capacity 298.15 K, Cp =59.03 J·mol-I·K- I 

Temperature range 6 to 380 K. Value per monomer unit. 
Entropy 298.15 K, $==71;60 J. mol-I. K- 1 

Per monomer unit. Value is S - So . 
Molecular Weight 62.4987 
Wiswesser Line Notation /""YG 1 "" / 
Evaluation A 

One sample of suspension-polymerized PVC, two samples of 
bulk-polymerized PVc. Data represent annealed bulk material. 

37PER 
1,I-Difluoro-l-chloroethane 
Heat Capacity 291.6 K, Cp= 130.5 J. mol-I. K- 1 

Temperature range -180 to 18°C. Value is unsmoothed experimental 
datum. 

Phase Changes 

c/liq 142.4 K, 

Molecular Weight 100.4955 
Wiswesser Line Notation GXfTl 

Evaluation B 

C2H3CIF2 (liq) 
1,I-Difluoro-l-chloroethane 
Heat Capacity 291.6 K, 

~H=2686 J. mol- l 

~S= 18.86 J. mol-I. K- 1 

37PER2 

Temperature range -180 to 18°C. Value 
datum for saturated liquid. 

130.5 J·mol-I·K- 1 

unsmoothed experimental 

Phase Changes 
c/liq 142.4 K, 

Molecular Weight 100.4955 
Wiswesser Line Notation GXFFI 
Evaluation B 

~H=2686 J. mol- l 

~S= 18.86 J. mol-I. K- I 

Sample probably contains other isomers in small amounts. 

41RIE2 
1,1-Difluoro-l-chlorocthduC 

Heat Capacity 294.8 K, Cp =130.5 J·mol-I·K- I 

Temperature range -61 to 22 DC. Value is unsmoothed experimental 
datum. 

Muh:l.:ulal· Wdghl 100.4955 

Wiswesser Line Notation GXFFI 
Evaluation A 

C2H3CIF2 (Jiq) 
1,I-Diftuoro-l-chloroethane 
Heat Capacity 294.9 K, 

Temperature range -61 to 21°C. Value 
datum for saturated liquid. 

Molecular Weight 100.4955 
Wiswesser Line Notation GXFFI 
Evaluation A 

C2H3CIF 2 (liq) 
1.I-Diftuoro-I-chloroethane 
Heat Capacity 300 K, 

Temperature range 276 to 350 K. 
Molecular Weight I UU.4Y55 
Wiswesser Line Notation GXFF \ 
Evaluation A 

42RIE 

130.5 J. mol-I. K- I 

un smoothed experimental 

93NAKlHOR 

132.15 J·mol-·I·K- I 

MPa. 

C2H3CIO (liq) 
Acetyl chloride 
Heat Capacity 298 K, 

Temperature range 289 t0343 K. 
Molecular Weight 78.4981 
Wiswesser Line Notation GVl 
Evaluation D 

Monochloroacetic acid; Chloroacetic acid 

1881REI 

1895PIC 

Heat Capacity 288-318 K, Cp =144 J·mol-I·K- 1 

Temperature range 288 to 349 K. 
Phase Changes 
clIiq 334.33 K, 

a-Isomer. 
c/liq 

,a-Isomer. 

329.16 K, 

Molecular Weight 94.4975 
Wiswesser Line Notation QVIG 
Evaluation D 

Monochloroacetic acid; Chloroacetic acid 

~H=16296 J·mol- I 

~S=48.74 J. mol-I. K- I 

AH=13933 J·mol- l 

AS=42.33 J. mol-I. K- I 

50URAlSID 

Heat Capacity 321.05 K, Cp =179.9 J·mol-I·K- 1 

Temperature range 47 to 65 a C. Value is unsmoothed experimental 
datum. Maxima at 50.7,56.9, and 61.2 DC. 

Molecular Weight 94.4975 
Wiswesser Line Notation QVIG 
Evaluation B 

C2H3Ci3 (liq) 
1,1,1-Trichloroethane; Methyl chloroform 
Heat Capacity 299.59 K, 

44RUBILEV 

Temperature range 12 to 300 K. Value 
datum. 

144.31 J. mol-I. K- 1 

unsmoothed experimental 

Entropy 

Phase Changes 
c,II1c,I 

c,I/liq 

298.15 K, 

224.20 K, 

240.2 K, 

AH=7473 J·mo!-I 
~S=33.33 J. mol-I. K- I 

AH=1880 ]·mol- I 

~S=7.8 J. mol-I. K- 1 

~H estimated because of errors in rp ahov~ ??" K 

Not used in calulation of entropy. 
liq/g 286.53 K, ~H=33313 J·mol- I 

~S= 116.26 J. mol-I. K- I 

p= lO.26 kPa 
Molecular Weight 133.4047 
Wiswesser Line Notation GXGG 1 
Evaluation A 

C2H3CI3 (liq) 

t, 1,1-Trichloroethane; Methyl chloroform 
Heat Capacity 257.29 K. 

50CRO/SMY 

Temperature range 117 to 260 K. Value 
datum. 

138.9 j.mo\-I.K- 1 

unsmoothed experimental 

Phase Changes 
c,IIIIcJI 

cJIIcJ 

cJ/liq 

205 K, 

223.6 K, 

240.1 K, 

Molecular Weight 133,4047 
Wiswesser Line Notation GXGG I 
Evaluation C 

~H=210 J·mol- I 

~S=l.O J·mol-I·K- I 

~H=7450 J·mol- I 

;lS=33.3 J·mol-I·K~I 
All-ISSO J. 1110\-1 

uS=7.8 J·mol-I·K- I 
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C2H3Cl3 (liq) 

1,1, I-Trichloroethane; Methy lchloroform 
Heat Capacity 298.15 K, 

Temperature range 10 to 310 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,I 224.80 K, 

c,I11iq 243.13 K, 

Molecular Weight 133.4047 
Wiswesser Line Notation GXGG 1 
Evaluation A 

73AND/COU 

ilH=7490 j. mol- I 

ilS=33.32 j. mol-I. K- I 

ilH=2350 j·mol- I 

ilS=9.67 j·mol-1·K-1 

C2H3Cl3 (liq) 82MAR 
1,1,1-Trichloroethane; Methylchloroform 
Phase Changes 
c,IIIc,I 224.5 K, ilH=7470 j. mol- I 

CiS=33.3 J. mol-I. K- I 

c,I1liq 240.9 K, 

Molecular Weight 133.4047 
Wiswesser Line Notation GXGG 1 

Evaluation C 

ilH=1550 j·mol- I 

ilS=6.43 J. mol-I. K- I 

C2H3Cl3 (c) 88MARIMON 
1,1, I-Trichloroethane; Methylchoroform 
Heat Capacity 225 K, Cp = 123 J. mol-I. K- I 

Temperature range 10 to 225 K. Data given graphically and estimated 
from graph. 

Molecular Weight 133.4047 
Wiswesser Line Notation GXGG 1 
Evaluation A 

C2H3Cl3 (liq) 
1, I , I-Trichloroethane; Methylchloroform 
Phase Changes 
c,II/c,Ib 225.0 K 
c,Ialliq 236.7 K 
c,Ib/liq 242.90 K 
Molecular Weight 133.4047 
Wiswesser Line Notation GXGG I 
Evaluation B 

1.1,2-Trichloroethane 

91HASIYOS 

50CRO/SMY 

Heat Capacity 251.7 K. 143.1 j·mo\-I·K- 1 

Temperature range 117 to 252 K. Value unsmoothed experimental 

datum. 
Pha~t: Chall~t:~ 

clliq 237.1 K. 

Molecular Weight 133.4047 
Wiswesser Line Notation GYGIG 
Evaluation C 

C1H3Cl3 (\iq) 
1.1.2-Trichloroethane 
Phase Changes 
clliq 237.9 K. 

Molecular Weight 145.4157 
Wiswesser Line Notation GYG I G 
Evaluation A 

LlH=11380 j·mol- I 

.lS=48.0 j·mol-1·K- I 

84GOLIKOL 

.lH= 10880 j. mol-I 

.lS=45.7 j·mol-I·K- 1 
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C2H3F3 (liq) 
l,l,l-Trifluoroethane; Freon 143 
Heat Capacity 220 K, 

Temperature range 15 to 226 K. 
Entropy 225.85 K, 

Phase Changes 
c,II/c,I 156.35 K, 

c,IIliq 161.82 K, 

liq/g 224.40 K. 

Molecular Weight 84.0409 
Wiswesser Line Notation FXFF 1 
Evaluation A 

Potassium acetate 

Phase Changes 
c,IIIc,I 

c,I1iiq 

423 K, 

578.7 K, 

Molecular Weight 98.1428 
Wiswesser Line Notation OV 1 .KA 
Evaluatiun C 

C2H3K02 (c) 

Potassium acetate 
Phase Changes 
c,UIIc,U 
c,II/c,I 

332 K 
429.5 K, 

Molecular Weight 98.1428 
Wiswesser Line Notation OVI .KA 
Evaluation A 

CZH3K02 (c) 
Potassium acetate 
Heat Capacity 298.15 K. 

Temperature range 4 to 585 K. 
Entropy. 298)5 K, 
Phase Changes 
hllmp 100-175 K. 

Transformation 300 to 375 K. 
cJIIb/c,IIIa 411 K, 

c,lIIalcJI 425 K, 

cJIIcJ 474 K, 

cJ/liq 582 K. 

Crystal to isotropic liquid. 
Molecular Weight 98.1428 
Wiswesser Line Notation OV 1 .KA 
Evaluation A 

C2H3Li02 (c) 

Lithium acetate 
Phase Changes 
c.liq 557 K, 

Molecular Weight 65.9855 
\Viswesser Line Notation OV 1 .LI 
Evaluation C 

44RUS/G 

ilH=297 J. mol- I 

ilS= 1.90 j. mol-I. K- I 

ilH=6192 j·mol- I 

ilS=38.26 j·mol-I·K- I 

ilH= 19175 j. mol- I 

ilS=85.45 j·mol-I·K- 1 

P=94.54 kPa 

75FERIS. 

ilH=420 J. mol- I 

ilS = 1.0 j. mol-I. K- I 

AlI= 15230 J. mol-I 

ilS=26.3 j·mol-I·K- 1 

90HOU/Kl 

ilH=245.4 J. mol- I 

ilS=0.577 j·mol-I·K- I 

90NGE/M 

ilH=229.48 j·mol- I 

ilS=0.6652 J·mol-I·K- 1 

ilH=346.71 J. mol-I 
AS =0.8065 J. mol-I. K- I 

ilH= 189.57 J. mol- I 

.lS=0.4157 j·mol-I·K- 1 

ilH= 1613 J. mol-I 
6.5=3.3840 J mo\-I K- 1 

ilH=7649 j·mol- I 

ilS=13.137 J·mol-I·K- 1 

75FERIS 

~H= 11880 J. mol-I 
ilS=21.3 J·mol-I·K- I 
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C2H3Li02·2H20 (c) 
Lithium acetate dihydrate 
Heat Capacity 298.15 K, 

Temperature range 270 to 400 K. 
Phase Changes 
c/aq 324.71 K, 

84MEIIGRO 

~H=24250 J'mol- I 

~S=74.7 j·mol-I·K- 1 

Transition of dihydrate to anhydrous salt and aqueous solution. 
Molecular Weight 102.0159 
Wiswesser Line Notation OV2 .LI &QH 2 
Evaluation B 

C2H3N (Iiq) 07WAL 
Acetonitrile; Ethanenitrile; Methyl cyanide 
Heat Capacity 291 K, Cp=88 J. mol-I. K- 1 

One temperature. 
Molecular Weight 41.0524 
Wiswesser I,ine Notation NC 1 

Evaluation D 

C2H3N (Jiq) 65PUT/MCE 
Acetonitrile; Ethanenitrile; Methyl cyanide 
Heat Capacity 298.15 K, Cp =91.46 J·mol-I·K- 1 

Temperature range 20 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,I 216.9 K, 

c,I/liq 229.32 K, 

lig/g 298.15 K, 

Molecular Weight 41.0524 
Wiswesser Line Notation NC 1 
Evaluation A 

~H=897.9 J. mol- I 

~S=4.14 J·mol-I·K- 1 

~H=8167 J·mol- I 

~S=35.61 J. mol-I. K- I 

~H=33225 j·mol- l 

LlS=111.44 J·mol-I·K- 1 

P=I1.83 kPA 

71HALIBAL 
Acetonitrile; Ethanenitrile; Methyl cyanide 

Heat Capacity 297 K, Cp =82.5 J·mol-I·K- I 

One temperature. 
Molecular Weight 41.0524 
Wiswesser Line Notation NC 1 

Evaluation C 

Acetonitrile; Ethanenitrile; Methyl cyanide 
8DEVIHEU 

Heat Capacity 298.15 K. C p =91.7 J·mol- I·K- I 

One temperature. 
Molecular Weight -+ 1.0524 
Wiswesser Line Notation NC 1 
Evaluation B 

CzH3N (Jig) 79DEV/SOM 
Acetonitrile; Ethanenitrile: Methyl cyanide 
Heat Capacity 298.15 K. C p =91.7 j·mor-I·K- 1 

One temperature. 
Molecular Weight 41.0524-
Wiswesser Line Notation NC 1 
Evaluation B 

79VIS/SOM 
Acetonitrile; Ethanenitrile; Methyl cyanide 
Heat Capacity 298.15 K, Cp =91.7 J. mol-I. K- I 

One temperature. 
Molecular Weight 41.0524 
Wiswesser Line Notation NC 1 
Evaluation B 

C2H3N (Jig) 
Acetonitrile; Ethanenitrile; Methyl cyanide 

82MAR 

Phal)e Changel) 

c,II/c,I 

c,I/Iiq 

218.0 K, 

228.7 K. 

~H=800 J. mol- I 

~S=3.67 j·mol-I·K- J 

!::..H=6670 J. mol- I 

!::..S=29.2 J. mol-I. K- I 

Molecular Weight 41.0524 
Wiswesser Line Notation NC 1 
Evaluation C 

Acetonitrile; Ethanenitrile; Methyl cyanide 
84GUS/MIR 

Heat Capacity 303.1SK, Cp =81.8 J·mol-I·K- J 

Temperature range 303 to 343 K. p=O.1 MPa. Un smoothed 
experimental datum given as 1.9930 kJ/kg· K. 

Molecular Weight 41.0524 
Wiliwt:lilier Lint: Nutatiun NC 1 

Evaluation D 

Acetonitrile: Ethanenitrile; Methyl cyanide 
87MIRISHA 

Heat Capacity 298.15 K, Cp =77.4 J. mol-I. K- 1 

Temperature range 253 to 353 K. Vnsmoothed experimental datum 
given as 1.863 kJ/kg' K at 293 K. Cp(liq)= 1.2838-t-O.0004369T/K 

+S.3125X1O-6T 2/K 2 kJ/kg·K (253 to 353 K). 
Molecular Weight 41.0524 
Wiswesser Line Notation NC 1 
Evaluation C 

Acetonitrile; Ethanenitrilc; Methyl cyanide 
92KOLIKUL 

Heat Capacity 298.15 K, Cp =91.69 J·moJ-I·K- J 

Temperature range .283 to 323 K. 
Molecular Weight 41.0S24 
Wiswesser U\\e N()tati()\\ NC \ 
Evaluation B 

(C2H 3NO)n (c) 80FIN/KUM 
Polyglycine I 
Heat Capacity 298.15 K, C" = 1 02.5 J. mol -I. K- i 

Temperature range 150 to 375 K. C[,==37.744+0.218T-2.333X 10-6 

T2. 

Molecular Weight 57.0518 
Wiswesser Line Notation I*MY I * / 
Evaluation B 

Same data as in 8 I FIN/KUM. ,B-sheet structure. 

(C2H3NO)n (c) 80FIN/KUM 
Polyglycine II 
Heat Capacity 298.15 K. C,,=93.46 j·mol-J·K- J 

Temperature range 150 to 375 K. C,,=57.598+0.05T+2.357X IO-.J 
T2. 

Molecular Weight 57.05 I 8 
Wiswesser Line Notation 1* MY I *1 
Evaluation B 

Same data as in 8IFIN/KUM. 3 1 helical structure. 
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(C2H3NO)n (c) 81FINIKUM 
Polyglycine I 
Heat Capacity 298.15 K, C p = 102.5 J. mol-I. K- I 

Temperature range 150 to 375 K. Polyglycine I (,B-sheet). Data given 
graphically. C p calculated from equation. 

Molecular Weight 57.0518 
Wiswesser Line Notation /*MVI */ 
Evaluation B 

(C2H3NO)n (c) 81FINIKUM 
Poly glycine II 
Heat Capacity 298.15 K, Cp =93.46 ]·mol- I·K- I 

Temperature range 150 to 375 K. Polyglycine II (3 Ihelix). Data given 
graphically. C p calculated from equation. 

Molecular Weight 57.0518 
Wiswesser Line Notation /*MVI */ 
Evaluation B 

(C2H3NO)n (c) 
Polyglycine 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 57.0518 
Wiswesser Line Notation /*MVI *1 
Evaluation B 

(C2H3NO)n (c) 
Poly glycine 
Heat Capacity 300 K, 

Temperature range 230 to 390 K. 
Molecular Weight 57.0518 
Wiswesser Line Notation /*MVI *1 
Evaluation B 

C2H3N3 (c) 
1,2,4-Triazole 
Phase Changes 
c/liq 393.:'5 K, 

Molecular Weight 69.0658 
Wiswesser Line Notation T5MN ONJ 
Evaluation A 

C2H3N3 (c) 
1.2,4-Triazole 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 69.0658 
Wiswesser Line Notation T5MN nNT 

Evaluation A 

91ROL 

91ROLIWUN 

89HILIMOU 

ilH= 16100 J. mol-I 

89JIMIROU 

C2H3N30 (c) Y It<lN/GAK 

I.2A-Triazol-3-one 
Heat Capacity 320 K, Cp =68.9 J·mol-I·K- I 

Temperature range 320 to 420 K. C,,(c)=0.00214(T/K)+0.125 J/g.K. 
Molecular Weight 85.0652 
Wiswesser Line Notation T5NMVMJ 
Evaluation A 
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55 
Sodium ethanoate; Sodium acetate 
Heat Capacity 291.18 K, Cp =88.07 J. mol-I. K- I 

Temperature range 13 to 292 K. Value is un smoothed experimt 
datum. 

Entropy 298.15 K, S=123.09 J·mol-I·K- I 

Molecular Weight 82.0343 
Wiswesser Line Notation OV1 .NA 

Evaluation A 

C2H3Na02 (c,IV) 
Sodium ethanoate; Sodium acetate 
Heat Capacity 340 K, 

Temperature range 340 to 610 K. 
Phase Changes 
e,IV/c,III 414 K, 

c,IIIIc,II 465 K, 

c'II1e,1 527 K, 

c.I1Iiq 601.3 K. 

Molecular Weight 82.0343 
Wiswesser Line Notation OVI .NA 
Evaluation B 

C2H3Na02 (e) 
~odlUm ethanoate; ~odlUm acetate 
Heat Capacity 298.15 K, 

Temperature range 7 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 21 K, 

Questionable second-order transition. 
Molecular Weight 82.0343 
Wiswesser Line Notation OVI .NA 
Evaluation A 

75FERI~ 

t:..H=290 J·mol- I 

t:..S=0.7 J. mol-I. K- I 

t:..H=420 J. mol- I 

t:..S=0.8 J·mo!-I·K- 1 

t:..H=170 J·mol- 1 

t:..S=0.3 J·mol-1·K- I 

t:..H=17950 J·mol- I 

t:..8=29.9 J·mol-I·K- I 

83FRAIl 

C2H3Na02·3H20 (c) 32: 
Sodium acetate trihydrate '. 
Heat Capacity 325 K, C p = 322 J. mol- I. K- I 

TC1llpcu:ttuu::1> auvvc dUJ uc;\ow mclting point. 

Phase Changes 
e/liq 331. 7 K, t:..H = 20250 J. mol- I 

t:..S=61 J·mo!-I·K- I 

Molecular Weight 136.0799 
Wiswesser Line Notation OVI .NA &QH3 
Evaluation D 

C2H3Na02·3H20 (c) 
Sodium acetate trihydrate 
Heat Capacity 298.15 K. 

Temperature range 270 to 400 K. 
Phase Changes 
c/aq 331.52 K, 

84MEII( 

t:..H=37860 J. mol- 1 

t:..S= 114.2 J. mol-I, K- 1 

Transition of trihydrate to anhydrous salt and aqueous solution. 
Molecular Weight 136.0799 
Wiswesser Line Notation OVI .NA &QH3 
Evuluution B 
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C2H30 2 TI (c) 
Thallium acetate 
Phase Changes 
c.IIliq 

Solid-mesophase. 

404 K. 

Molecular Weight 263.4145 
Wiswesser Line Notation OVI .TL 
Evaluation B 

Cl H4 (Jiq) 
Ethylene 
Heat Capacity 170 K. 

Temperature range 15 to 170 K. 
Phase Changes 
clliq 103.95 K. 

liq/g 169.40 K, 

Molecular Weight 28.0536 
Wiswesser Line Notation 1 Ul 
Evaluation B 

C2H 4 Oiq) 
Ethylene 
Heat Capacity 170 K, 

Temperature range 16 to 169 K. 
Entropy 170 K, 
Phase Changes 
c/liq 103.97 K, 

Molecular Weight 28.0536 
Wiswesser Line Notation 1 U 1 
Evaluation A 

76MEIISEY 

AH=17573 J·mol- I 

6.'5:::::43.5 J. mol-I. K- I 

37EGAIKEM 

AH=3351 J·mol- I 

A5=32.23 J·mol-I·K- I 

AH= 13544 J. mol-I 

A5=79.95 J·mol-I·K- 1 

83CHAlHAL 

6,ff=3351 J'1I101- 1 

A5=32.23 J·mol- I. K- I 

A reevaluation of the original measured data from: 37EGAIKEM. 

C2H4BrCI (liq) 
I-Bromo-2-chloroethane 
Phase Changes 
liq/g 379.8 K, 
Molecular Weight 143.4106 

Wiswesser Line Notation G2E 
Evaluation A 

92SVO/KUB2 

AH=38060 J. mol-I 

C2H4Br2 (liq) 49DHO/JUN 
1,2-Dibromoethane; Ethylene dibromide 
Heat Capacity 293 K. Cp =134.8 J·mo\-1·K- 1 

One temperature. 
Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation B 

C2H4Br2 (liq) 
1,2-Dibromoethane; Ethylene dibromide 
Phase Changes 
liq/g 4U4.1 K, AH=41780 J·mol- I 

Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation A 

C2H4Br2 (fiq) 
1,2-Dibromoethane; Ethylene dibromide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation B 

92SVO/KUB2 

93SHE 

C2H4BrCI (liq) 
I-Bromo-2-chloroethane 

39RAI 

Heat Capacity 300 K, Cp =130.1 J·mo!-1·K- 1 

Temperature range 90 to 320 K. Data graphically only. Value read from 
graph. 

Phase Changes 
c,IIIc,I 182 K, AH=3100 J·mol- 1 

AS=17.0 J·mol-I·K- 1 

Lambda~type transition. Temperature is maximum in specific heat 
curve. 

c,IIliq 256.4 K, 

Molecular Weight 143.4106 
Wiswesser Line Notation G2E 
Evaluation C 

C2H4Br2 (Jiq) 
l,2-Dibromoethane; Ethylene dibromide 

AH=9625 J·mol- I 

A5=37.5 J·mol-I·K- 1 

39RAI 

Heat Capacity 300 K. Cp =129.5 J·mol-I·K- 1 

Temperature range 90 to 320 K. Data graphically only. Value read from 
graph. 

Phase Changes 
c,IIIc,I 

c.I1liq 

250.6 K, 

283.1 K. 

Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation C 

C2H4Br2 Oiq) 
1,2-Dibromoethane; Ethylene dibromide 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc.I 249.54 K. 

c,I1liq 283.0 K, 

Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation A 

C2H4Br2 (Jiq) 
1,2-Dibromoethane; Ethylene dibromide 
Heat Capacity 398 K, 

AH= 1880 J·mol- I 

AS=7.5 J·mo!-I·K- 1 

AH= 10835 J. mol-I 
AS=38.3 J. mol-I. K- 1 

40PIT2 

AH= 1940.5 J·mol- I 

A5=7.78 J. mol-I. K- 1 

AH= 10944.5 J. mo\-I 
A5=38.67 J·mo)-I·K- I 

48KUR 

Temperature range 16 to 127 Q C, mean C p' four temperatures. 
Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation D 

C2~Br2 (Jiq) 49WUY/JUN 
1,2-Dibromoethane; Ethylene dibromide 
Heat Capacity 310 K, Cp =135.14 J·mol-I·K- I 

One temperature. 
Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation C 

C2H4Br2 (liq) 65FIN/GRU 
1,2-Dibromoethane; Ethylene dibromide 
Heat Capacity 300 K, C

p
::::::: 136.4 J. mol-I. K- i 

Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation B 
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CzH4Br2 (liq) 69WILISCH 
1,2-Dibromoethane; Ethylene dibromide 
Heat Capacity 298.15 K, Cp =135.0 J·mol-I·K- I 

Temperature range 20, 30, 40°C. 
Molecular Weight 187.8616 
Wiswesser Line Notation E2E 
Evaluation B 

CzH4Cl2 (liq) 1881REI 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298 K, Cp =122.2 J·mol-I·K- I 

Temperature range 290 to 364 K. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation D 

C2H4Clz (liq) 39RAI 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 300 K, C p = 131.0 J. mol-I. K- I 

Temperature range 90 to 320 K. Data graphically only. Value read from 

graph. 
Phase Changes 
c,IIII 175 K, LlH=2845 J'mol- I 

~S-16.2 J mol-I K- I 

Lambda-type transition. Temperature is maximum in specific heat 
curve. 

c,Vliq 237.6 K, 

Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation C 

LlH=8745 J·mol- I 

Ll5=36.8 J. mol-I. K- I 

CzH4Clz (liq) 40PIT2 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298.15 K, Cp =128.9 J·mol-I·K- I 

Temperature range 15 to 308 K. 
Entropy 298.15 K, 5=208.53 J·mol-I·K- I 

Phase Changes 
Anomalous region at 175 to 180 K. probably a lambda-type transition. No 
transition heat or temperature given. 
c/liq 237.2 K, LlH=8836.6 J. mol-I 

LlS=37.25 J. mol-I. K- I 

Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation A 

C1H4Cl2 (jiq) 48KUR 
1.2-Dichloroethane: Ethylene dichloride 
Heat Capacity 298 K. Cp =123.0 J·mol-I·K- 1 

Temperature range - 25 to 86~C. mean C 1" four temperatures. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation 0 

CzH4CIz (Jiq) 51SIE/CRU 
1.2-Dichloroethane: Ethylene dichloride 
Heat Capacity 293 K. CI'=12-+.3 J·mol-1·K- 1 

One temperature. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation B 
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CzH4Clz (Jiq) 55STAIT 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298 K, Cp =129.70 J·mol-I·K- I 

Temperature range 284 to 348 K. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation B 

CzH4Clz (Jiq) 55R 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298.15 K, Cp =129.54 J·mol-I·K- I 

Temperature range 7 to 50° C. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation B 

C2H4Cl2 (Jiq) 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 293 K, 

Temperature range 293 to 353 K. 

Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation C 

67RAS/GJ 

CzH4CI2 (liq) 69WIL/SC 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298.15 K, Cp =128.6 J·mol-I·K- I 

Temperature range 20, 30 40° C. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation B 

CzH4Clz (liq) 77WILlG: 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298.15 K, Cp =128.99 J·mol-I·K- I 

One temperature. 
Molecular Weight 98.8596 
Wiswesser Line Notation G2G 

Evaluation B 

C2H4Cl2 (liq) 79WILIF 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298.15 K, C p =128.99 J·mol-I·K- I 

One temperature. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation B 

C2H4Clz (Jiq) 79WILIG 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298.15 K, Cp = 129.0 J. mol-I. K- I 

One temperature. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 

Evaluation B 
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85LAIIROU 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298.15 K, Cp = 128.81 J. mol-I. K- l 

One temperature. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 
Evaluation B 

C2H4Cl2 (liq) 93HAL 
1,2-Dichloroethane; Ethylene dichloride 
Heat Capacity 298.15 K, Cp =129.4 J·mol-I·K- 1 

One temperature. 
Molecular Weight 98.9596 
Wiswesser Line Notation G2G 
Evaluation B 

C2H4CI2 (Jiq) 1881REI 
1,1-Dkhloruethane; Ethylidene chloriqe 
Heat Capacity 298 K, Cp = 120.9 J. mol-I. K- 1 

Temperature range 287 to 344 K. 
Molecular Weight 98.9596 
Wiswesser Line Notation G Y (j 1 

Evaluation D 

C2H4CI2 (liq) 48KUR 
1,I-Dichloroethane; Ethylidene chloride 
Heat Capacity 298 K, Cp =127.2 J·mol-I·K- 1 

T~mp~rHtllr~ nme~ -SI to "S °C" mean Cp , four temperatures. 

Molecular Weight 98.9596 
Wiswesser Line Notation GYG 1 
Evaluation D 

C2H4Cl2 (liq) 
1,I-Dichloroethane; Ethylidene chloride 
Heat Capacity 298.15 K, 

Temperature range 14 to 294 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 176.18 K, 

Iiq/g 293 K, 

Molecular Weight 98.9596 
Wiswesser Line Notation GYG 1 
Evaluation A 

56LIIPIT 

AH=7870 J. mol- l 

A5=44.67 J·mol-I·K- 1 

AH=31000 J. mol- l 

A5=105.81 J·mol-I·K- 1 

P=30.32 kPA 

82PORIPON 
rrcon 152a; 1,1-Diflu01uclhauc, ElllyliLlcm: Llil1uoride 

Heat Capacity 298.17 K, 118.4J·moJ- I·K- 1 

Temperature range 220 to 425 K. Unsmoothed experimental datum. 
Cp data given as 1.793 J. K- 1. 

Molecular Weight 66.0)04 

Wiswesser Line Notation FYFI 
Evaluation C 

C2H4F2 (liq) 93NAKlHOR 
Freon 152a: I, I-Difluoroethane: Ethylidene difluoride 
Heat Capacity ':jOO K. C,,=IJ7.31 J.mo\-I.K- 1 

Temperature range 276 to 360 K. p=0.629 MPa. 
Molecular Weight 66.0504 
Wiswesser Line Notation FYF I 
Evaluation A 

80LEBIKAT 
Diformy Ihydrazine 
Heat Capacity 298.15 K, Cp =99.12 J. mol-I. K- l 

Temperature range 298 to 350 K. Cp =0.908X 1O-4T3-O.0923T2 

+31.3779T-3457.8187 J/mole·K, 298 to 350 K. 
Phase Changes 
c/g 356 K, 

Calculated from vapor pressure. 
Molecular Weight 88.0658 
Wiswesser Line Notation VHMMVH 
Evaluation B 

C2H4N20 2 (c) 
Oxamide 
Heat Capacity 298.15 K, 

Temperature range 10 to 310 K. 
Entropy 298.15 K, 

Molecular Weight 88.0658 
Wiswesser Line Notation ZVVZ 
Evaluation A 

Tridink form. 

C2H4N4 (c) 
Dicyandiamide 
Heat Capacity 294.63 K, 

AH=205100 J. mol- l 

A5===291 J. mol-I. K- 1 

65EGAIWAK 

52STEIBER 

117.74 J. mol-I. K- l 

Temperature range 15 to 300 K. Value unsmoothed experimental 
datum. 

Entropy 298.15 K, 5= 129.29 J. mol-I. K- I 

Molecular Weight 84.0804 
Wiswesser Line Notation NCMYZUM 
Evaluation A 

C2H4N4 (c) 
Dicyandiamide 
Heat Capacity 340 K, 

Temperature range 298 to 373 K. Mean value. 
Temperature range uncertain. 

Molecular Weight 84.0804 
Wiswesser Line Notation NCMYZUM 
Evaluation _,D 

64DAV 

(C2H40)n (liq) 82ZAR 
Polyethylene glycol 
Heat Capacity 298 K, J. mol-I. K- l 

Temperature range 298, 323, 363 K. 
Molecular Weight 600 
Wiswesser Line Notation /*02*/ 
Evaluation B 

(C2H40)n (liq) 82ZAR 
Polyethylene glycol 
Heat Capacity 323 K, CI'=3346 J·mol-1·K- 1 

Temperature range 323, 363 K. 
Molecular Weight 1500 
Wiswesser Line Notation /*02*/ 
Evaluation B 
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57S0CffRA 
Polyvinyl alcohol 
Heat Capacity 245 K, Cp =45.9 J. mol-I. K- 1 

Temperature range 58 to 245 K. C p value is unsmoothed experimental 
datum. 

Molecular Weight 44.0530 
Wiswt:sst:r Lint: Nutatiun /+QY1 +/ . 

Evaluation B 
See also 62WARIBRO 

C2H40 Jliq) 
Oxirane; Ethylene oxide 
Heat Capacity 285 K, 

Temperature range 15 to 283 K. 
Entropy 283.60 K, 
Phase Changes 
C/lil] 16065 K, 

liq/g 283.66 K. 

Molecular Weight 44.0530 
Wiswesser Line Notation T30TJ 
Evaluation A 

Ethylene oxide hydrate 
Heat Capacity 

49GINGOR 

AH=51731 J.mol- I 

~S=32.20 J. mol-I. K- 1 

I::.H=25527 J·mol- I 

~S=89.99 J·mol-1·K- 1 

P-101.325 kPa 

82LEAlMUR 

Temperature range 120 to 260 K. Data given graphically. 
Phase Changes 
clliq 283.2 K, ~H=48000 J·mol- I 

~S=169.5 J·mol-I·K- 1 

Molecular Weight 170.1594 
Wiswesser Line Notation T30TJ &QH 7 
Evaluation A 

Actual formula: C2H40· 6.89Ho 

C2H 40·7H20 (liq) 90YAMfHAN 

Ethylene oxide hydrate 
Heat Capacity 298.15 K, Cp =642.20 J·mol-I·K- 1 

Temperature range 5 to 298.15 K. Since the melting point is 284.11 K, 
Cp value at 298.15 is anomolous. 

Entropy 298.15 K. S=608.86 J·mol-l·K- 1 

Phase Changes 
c/liq 284.11 K. I::.H =48260 J. mo[-l 
Molecular Weight 170.1594 
Wiswesser Line Notation T30TJ &QH 7 
Evaluation A 

Actual formula: C2H40· 6.86H20. T(glass) =90 K. 

C2H40 (Jiq) 
Ethll.nll.l; Acetaldehyde 

Heat Capacity 273 K. 
One temperature. 

Molecular Weight 44.0530 
Wiswesser Line Notation VH 1 
Evaluation B 

, Oh",,. I""hon-\ t:!oi' n~t~ \1,,1 ?t:; Nt\ 1 1 QQh 

47CONlELV 

C2H40 (liq) 
Ethanal; Acetaldehyde 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 149.78 K, 

liqlliq 242.9 K, 

Lambda type transition. 
Molecular Weight 44.0530 
Wiswesser Line Notation VH 1 
Evaluation A 

Acetic acid; Ethanoic acid 

Heat Capacity 298 K, 
Temperature range 292 to 358 K. 

Molecular Weight 60.0524 
"Tiswcsscr Line Notation QV I 

Evaluation D 

C2H40 2 (liq) 
Acetic acid; Ethanoic acid 
Heat Capacity 287 -335 K, 

Temperature range 260 to 335 K. 
Phase Changes 
c/liq 290.06 K, 

Molecular Weight 60.0524 
Wiswesser Line Notation QV 1 
Evaluation D 

C2H40 2 (c) 
Acetic acid; Ethanoic acid 
Heat Capacity 268.5 K. 

88LEBNJ 

tlH=231O J. IIlul- 1 

~S= 15.43 J. mol-I. K- I 

I::.H=1716 J·mol- I 

~S=7.35 J. mol-I. K- I 

1881R 

1895P 

I::.H=1l126 J'mol- I 

I::.S=38.36 J. mol- J • K- J 

03F( 

Temperature range 2:51 to 286 K. C p is the average value over ( 
temperature range. 

Phase Changes 
c/liq 289.77 K 
Molecular Weight bU.U)L4 

Wiswesser Line Notation QV 1 
Evaluation D 

C2H40 2 (liq) 
Acetic acid; Ethanoic acid 

25PARlKl 

HPllt CllPllcity ?947 K, 1154 T.mol-l.KI 

Temperature range 87 to 295 K. Value unsmoothed experimen 
datum. 

Entropy 298.1K,. S=193.7J·mol- I·K- l 

Extrapolation below 00 K. 76.82 J mol- l K- I . 

Phase Changes 
c/liq 289.9 K, 

Molecular Weight 60.0524 
Wiswesser Line Notation QV 1 
Evaluation B(Cp)'C(S) 

~H=1l728 J'mo\-l 
~S=40.47 J·mo[-I·K- 1 
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C2H40 2 (\iq) 29PARIKEL 
Acetic acid; Ethanoic acid 
Heat Capacity 298.1 K, Cp =159.8 j·mol-I·K- 1 

Extrapolation below 90 K, 42.68 J. mol ~ I. K- I. Revision of previous 
data. 

Molecular Weight 60.0524 
Wiswesser Line Notation QVI 
Evaluation C 

C2H40 2 (liq) 32NEU 
Acetic acid; Ethanoic acid 
Heat Capacity' 297.1 K, Cp =121.3 j·mol-J·K- J 

Temperature range 23.9 to 80.5 DC. Value is unsmoothed experimental 
datum. 

Molecular Weight 60.0524 
Wiswesser Line Notation QVl 
Evaluation C 

C2H-402 (liq) 
Acetic acid; Ethanoic acid 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 60.0524 
Wiswesser Line Notation QV I 
Evaluation C 

C2H,.02 (Jiq) 
Acetic acid: Ethanoic acid 
Heat Capacity 332 K, 

Mean value 22 to 96°C. 
Molecular Weight 60.0524 
Wiswesser Line Notation QV I 
Evaluation C 

Acetic acid; Ethanoic acid 

34RAD/JUL 

58SWI/ZIE 

82MARIAND 

Heat Capacity 298.15 K, Cp =123.1 j·mor- 1·K- 1 

Tempcramre range 13 ro 450 K. Dara also given by equation. 
Entropy 298.15 K, S=158.0 J·mol-I·K- 1 

Phase Changes 
c.I/liq 298.69 K. 

Molecular Weight 60.0524 
Wiswesser Line Notation QV I 
Evaluation A 

Ml'thyl fnrm:HP: 1\,'f<'thyl m,'th:111():Hf' 

/1H= 11720 J. mol- 1 

..15=40.5 J. mol-I. K- 1 

1881BERIOGI 

Heat Capacity 298 K. C,,=130 j·m01- I·K-- 1 

Temperature range 286 to 302 K. C
I
) giv~n as 0.516 cal. g - I. K- I. 

Molecular Weight 60.0524 
\Viswesser Line Notation VHO I 
Evaluation D 

CzH"()2 (Iiq) 
!\1cthyl formate: Methyl methanoate 
Heat Capacity 288 K. 

One temperature. 
:\Iolecular Weight 60.0524 
Wiswesser Line ~otation VHO I 
Evaluation C 

34MEH2 

C2H 40 2 (Jiq) 
Methyl formate; Methyl methanoate 
Heat Capacity 297 K, 

One temperature. 
Molecular Weight 60.0524 
Wiswesser Line Notation VHO 1 
Evaluation C 

C2H40 2 (Jig) 
Methyl formate; Methyl methanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 60.0524 
Wiswesser Line Notation VHOI 
Evaluation B 

Methyl formate; Methyl mcthanoatc 

71HALfBAL 

79FUC 

87ZABIHYN 

Heat Capacity 298.75 K, Cp =120.57 j·mol-J·K- 1 

Temperature range 293 to 299 K. Unsmoothed experimental datum. 
Molecular Weight 60.0524 
Wiswesser Line Notation VHO 1 
Ev~luation B 

ClH:.DO (Jig) 

Ethanol-d l ; Ethyl alcohol-d J 
Heat Capacity 298 K, 

Temperature range 15 to 55 DC. 
Molecular Weight 47.0750 
Wiswesser Line Notation Q2 &11H-2 
Evaluation B 

C2HsDO (Jig) 
Ethanol-d J; Ethyl alcohol-d I 
Heat Capacity 250 K, 

Temperature range 80 to 250 K. 
Phase Changes 
c,II/e,! 113.3 K, 

c,I1liq 156.9 K, 

Molecular Weight 47.9.750 
Wiswesser Line Notation Q2 &11H-2 
Evaluation A 

62RABINIK 

67NIKIRAB 

6.H=3347 J. mo1- 1 

6.5=29.54 J. mol-I. K- 1 

~H-4310 ]·mol- 1 

115=27.47 J. mo)-l. K- 1 

C2HsBr (Jiq) 48KUR 
Bromoethane: Ethyl bromide 
Heat Capacity 298 K, CI'=100.8 j·mol-1·K- 1 

Temperature range -50 to 37 DC; mean Cp ' five temperatures. 
Molecular Weight 108.9655 
Wiswesser Line Notation E2 
Evaluation D 

CzHsBr Oiq) 
Bromoethane; Ethyl bromide 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 108.9655 
Wiswesser Line Notation E2 
Evaluation B 

93SHE 
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C2HsCI (liq) 
Chloroethane; Ethyl chloride 
Heat Capacity 298 K, 

Temperature range - 30 to 40 ° C. 
Molecular Weight 64.5145 
Wiswesser Line Notation G2 
Evaluation C 

C2HsCI (liq) 
Chloroethane; Ethyl chloride 
Heat Capacity 298.1 K, 

Temperature range -48 to 46°C. 
Molecular Weight 64.5145 
Wiswesser Line Notation G2 
Evaluation A 

C2HsCI (liq) 
Chloroethane; Ethyl chloride 
Heat Capacity 298 K, 

Temperature range -48 to 45°C. 
Molecular Weight 64.5145 
Wiswesser Line Notation G2 
Evaluation A 

C2HsCI (liq) 
Chloroethane; Ethyl chloride 
Heat Capacity 290 K, 

Temperature range 13 to 287 K. 
Entropy 285.42 K, 
Phase Changes 
clliq 134.82 K, 

liq/g 285.42 K, 

Molecular Weight 64.5145 
Wiswesser Line Notation G2 
Evaluation A 

Chlorocthanc; Ethyl chloride 

24JEN/SHO 

40RIE 

41RIE 

48GORIGIA 

llH=4452 J·mol- I 

llS=33.02 J·mol-I·K- I 

~H=24652 J. mol- I 

llS=86.37 J·mol-I·K- I 

p= 101.325 kPa 

48KUR 

Heat Capacity 288 K, Cp =109.6 J·mol-I·K- I 

Temperature range -67 to 15°C; mean Cp ' three temperatures. 
Molecular Weight 64.5145 
Wiswesser Line Notation 02 
Evaluation D 

C2HsCI3Si Oiq) 
Ethyltrichlorosilane 
Heat Capacity 298.16 K, 

Temperature range 12.5 to 298.16 K. 
Entropy 298.16 K. 
Phase Changes 
clliq 165.26 K, 

Molecular Weight 163.5060 
Wiswesser Line Notation G-SI-GG2 
Evaluation A 

69NAGIDZH 

llH=6958 J·mo1- 1 

llS=42.09 J. mol-I. K- I 
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C2HsI (liq) 48] 
lodoethane; Ethyl iodide 
Heat Capacity 298 K, Cp = 115.1 J. mol-I. K- I 

Temperature range -37 to 70°C; mean Cp ' three temperatures. 
Molecular Weight 155.9660 
Wiswesser Line Notation 12 
Evaluation D 

C2HsI (liq) 
lodoethane; Ethyl iodide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 155.9660 
Wiswesser Line Notation 12 
Evaluation B 

C2HsNO (c) 
Acetaldoxime 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 59.0676 
Wiswesser Line Notation QNUYI 
Evaluation B 

93 

90STE 

C2HsNO (liq) 74VIS/~ 

N-Methylformamide; N-Methylmethanamide 
Heat Capacity 298.15 K, Cp =126.1 J·mol- I·K- I 

One temperature. 
Molecular Weight 59.0676 
Wiswesser Line Notation VHM 1 
Evaluation A 

C2HsNO (liq) 76BONI 
N-Methylformamide; N-Methy1methanamide 
Heat Capacity 298.15 K, Cp = 122 J. mol-I. K- 1 

One temperature. 
Molecular Weight 59.0676 
Wiswesser Line Notation VHM 1 
Evaluation B 

CzHsNO (liq) 76SKOI 
N-Methylformamide; N-Methylmethanamide 
Heat Capacity 298.15 K, Cp =123.8 J·mol-I·K- 1 

One temperature. 
Molecular Weight 59.0676 
Wiswesser Line Notation VHM 1 
Evaluation A 

C2HsNO (liq) 79DEV/. 
N-Methylformamide; N-Methylmethanamide 
Heat Capacity 298.15 K, Cp =125.2 J·mol-I·K- 1 

One temperature. 
Molecular Weight 59.0676 
Wiswesser Line Notation VHM 1 
Evaluation B 
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CzHsNO (liq) 79VIS/SOM 
N-Methylformamide; N-Methylmethanamide 
Heat Capacity 298.15 K, C1J=125.2 J·mol-I·K- I 

One temperature. 
Molecular Weight 59.0676 
Wiswesser Line Notation VHM 1 
Evaluation A 

CzHsNO (liq) 89KULIKRE 
N-Methylformamide; N-Methylmethanamide 
Heat Capacity 308 K, C p = 126.63 J. mol-I. K- I 

One temperature. 
Molecular Weight 59.0676 
Wiswesser Line Notation VHM 1 
Evaluation B 

CzIIsNO (c) 

Acetamide; Ethanamide 
Heat Capacity 293 K, 

One temperature. 
Mult:l:ula.- Wdght 59.0676 

Wiswesser Line Notation ZV 1 
Evaluation C 

CzHsNO (c) 
Acetamide; Ethanamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 59.0676 
Wiswesser Line Notation ZV 1 
Evaluation A 

CzHsNO (c) 
Acetamide; Ethanamide 
Heat Capacity 300 K, 

Temperature range 90 ~o 360 K. 
Phase Changes 
Ciliq 353.33 K, 

Molecular Weight 59.0676 
Wiswesser Line Notation ZV I 

40CAMICAM 

76SKO/SUU 

83DEWIDEK 

~H=1))90 J.mol I 

.15=44.1 J·mol-I·K- I 

~valuation B\C p )' A(phase changes). 

C2HsNO (c) 
Acetamide; Ethanamide 
Heat Capacity 298.15 K, 

Temperature range 8 to 330 K. 
Entropy 298.15 K. 
Molecular Weight 59.0676 
Wiswesser Line Notation ZV I 
Evaluation A 

C2HsNO (c) 

Acetamide; Ethanamide 
Heat Capacity 298.15 K, 

Temperature range 13 to 330 K. 
Entropy 298.15 K. 
Molecular Weight 59.0676 
Wiswesser Line Notation ZV I 

Evaluation A 

84NURIBER 

85NURIBER 

CzHsNO (c) 
Acetamide; Ethanamide 
Phase Changes 
clliq 342.15 K, 

Molecular Weight 59.0676 
Wiswesser Line Notation ZVl 
Evaluation A 

Unstable form. 

86EMOINAU 

.1H=12522-12877 J·mol- I 

.15=36.6-37.6 J·mol-1·K- 1 

CzHsNO (c) 86EMOINAU 
Acetamide; Ethanamide 
Heat Capacity 298 K, C p = 86.65 J. mol-I. K- I 

Temperature range 298 to 400 K. C p data given at 298 K as 1.467 kJ 
·kg-I·K- I (extrapolated). Cp =1.481+0.0069(T-300) kJ·kg-I·K- 1 

(300 to 330). 
Phase Changes 
clliq 353.5 K, .1H = 15606 J. mol-I 

Molecular Weight 59.0676 
Wiswesser Line Notation ZVl 

AS-44.1.5 J. mul- 1 • K- l 

Evaluation B(ep), A(Phase changes) 
Stable form. 

CzHsNO (c) 89NIKITRI 
Acetamide; Ethanamide 
Phase Changes 
clliq 354.05 K. AH = 15500 J. mol-I 
Molecular Weight 59.0676 
Wiswesser Line Notation ZV 1 

Evaluation A 

C2H~NO.HN03 (c) 85NURIBER 
Acetamide nitrate 
Heat Capacity 298.15 K, Cp =175.0 J·mol-1·K- 1 

Temperature range 60 to 330 K. 
Entropy 298.15 K, 5=210.5 J. mol-to K- 1 

Phase Changes 
clliq 361 K 
Molecular Weight 122.0804 
WbWt::!t:!tt:l Lim: Nutaliull ZVl &WNQ 

Evaluation A 

(C:.:HsNOh HN03 (c) 

Triacetamide nitrate 
Heat Capacity 298.15 K. 

Temperature range 60 to 330 K. 

85NURl:BER 

Entropy 298.15 K, S =443.8 J. mol-I. K- I 

Phase Changes 
c/liq 337 K 
Molecular Weight 240.2156 
Wiswesser Line Notation ZV 1 3 &WNQ 

Evaluation A 

C2HsN02 (Jiq) 
Nitroethane 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 
Phase Changes 
c/liq 183.69 K, 

MolE>cnlar Wj,\ight 75.0671 

Wiswesser Line Notation WN2 
Evaluation A 

66LIU/ZIE 

flH=9853 J. mol-I 
A5=53.64 J. mol-I. K- I 
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33PARIHUF 
Aminoethanoic acid; Glycine 
Heat Capacity 299.5 K, C p = 100.50 J. mol-I. K- 1 

Temperature range 93 to 300 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=109.2 J·mol-1·K- 1 

Extrapolation below 90 K, 31.59 J'mol- 1 K- 1• 

Molecular Weight 75.0670 
Wiswesser Line Notation ZI VQ 
Evaluation B(Cp)'C(S) 

C2HsN02 (c) 
Aminoethanoic acid; Glycine 
Heat Capacity 298.15 K, 

Temperature range 11 to 305 K. 
Entropy 298.15 K, 
Molecular Weight 75.0670 
Wiswesser Line Notation Z1VQ 

Evaluation A 

CzH~NOz (c) 
Aminoethanoic acid; Glycine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 75.0670 
Wiswesser Line Notation ZIVQ 
Evaluation B 

C2HsN02 (c) 
Aminoethanoic acid; Glycine 
Heat Capacity 298 K, 

Temperature ro.nge 298 to 348 K. 

Molecular Weight 75.0670 
Wiswesser Line Notation ZI VQ 
Evaluation C 

60HUT/COL 

75SPlIWAD 

89KULIKOZ 

C2HsN02 (c) 90BADIKUL 
Aminoethanoic acid; Glycine 
Heat Capacity 298 K, C p =95 J. mol-I. K- 1 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 75.0670 
Wiswesser Line Notation ZIVQ 
Evaluation D 

C2HsN02 (c) 
Methyl carbamate 
Phase Changes 
c/liq 328.6 K. 

Molecular Weight 75.0670 
Wiswesser Line Notation ZVO I 
Evaluation A 

C2HsN03 (liq) 
Ethyl nitrate 
Heat Capacity 298 K, 

Temperature range 21 to 293 K. 
Entropy 298 K, 
Phase Changes 

c/liq 178.6 K. 

Molecular Weight 91.0664 
Wis'wesser Line Notution WN02 

Evaluation B 

76BERIBOU 

~H=16700 ]·mol- 1 

~S=51.0 J·mol-I·K- I 

54GRAlSMI 

~H=8527 J'mo\-I 
~S==47.74 J. mol-I, K- I 
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39SAT/S 
Ammonium acid oxalate 
Heat Capacity 323 K, Cp=152.7 J·mol-1·K- 1 

Temperature range 0 to 100 °C. Mean value. 
Molecular Weight 107.0658 
Wiswesser Line Notation QVVQ &ZH 
Evaluation C 

C2HsN04·O.5H20 (c) 89FUKltv 
Ammonium hydrogen oxalate hemihydrate 
Heat Capacity 298.15 K, Cp =166.91 J·mol-1·K- 1 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,lIlc,I 145.4 K, 

Order disorder transition. 
Molecular Weight 116.0734 

~H=0.37 J·mol- 1 

~S=3.01 J·mol-I·K- I 

Wiswesser Line Notation ZH QVVQ &QH 0.5 
Evaluation A 

C2DsN04·O.5DzO (c) 89FUKltv 
Ammonium hydrogen oxalate hemihydrate·d6 

Heat Capacity 298.15 K, Cp =179.97 J·mol-I·K- 1 

Temperature range 13 to 300 K. 
Entropy 298.15 K, S=204.45 J. mol-I. K- 1 

Phase Changes 
c,IIIc,I 160.1 K, D.H=0.56 J·mol- 1 

~S-4.12 J·lUol- l
• K- 1 

Order disorder transition. 
Molecular Weight 133.1208 
Wiswesser Line Notation ZH QVVQ &QH 0.5 &11H-2 2 

&2/4f7/101111H·2 

Evaluation A 

CzHsNS (c) 
Thioacetamide 

82SABn 

Heat Capacity 298 K, Cp =100.3 J·mol-I·K- 1 

One temperature. C p given as 1.335 J. K- 1 . g -I. 
Phase Changes 
c/g 298.15 K, 

Molecular Weight 75.1282 
Wiswesser Line Notation ZY l&U~ 

Evaluation B 

CzHsN30 2 (c) 
Biuret; Carbamyl urea 
Heat Capacity 298.15 K, 

Temperature range 5 to 320 K. 
Entropy 298.1:'5 K, 

Molecular Weight 103.0804 
Wiswesser Line Notation ZVMVZ 
Evaluation A 

C2HsN302 (c) 
Biuret; Carbamylurea 
Heat Capacity 298.15 K, 

Temperature range 240 to 450 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,l 372 K, 

Molecular Weight 103.0804 
Wiswesser Line Notation ZVMVZ 
Evaluation B 

~H=82800 J·mol- I 

~S=277.7 J·mol-I·K- 1 

82LUFIl 

88KOZl 

~H=970 J'mol- I 

~S=2.54 J·mol-I·K- 1 
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30WIEIHUB 
Ethane 
Heat Capacity 200 K, Cp =74.48 J·mol-I·K- I 

Temperature range 67 to 305.2 K. Heat capacity of saturated liquid 
given to 295 K is 136.1 J. mol-I. K- I 

Phase Changes 
c,I/liq 89.50 K, llH=2793 J'mol- I 

115=31.2 J·mol-I·K- 1 

liq/g 184.46 K 
Molecular Weight 30.0694 
Wiswesser Line Notation 2H 
Evaluation A 

Ethane 
Heat Capacity 180 K, 

Temperature range 15 to 185 K. 

37WIT/KEM 

Entropy 184.1 K. 5=126.7 ]·mol-1·K- 1 

Entropy from 0 to 15 K calculated using a Debye function. 
Phase Changes 
c,l/liq 

liq/g 

89.87 K, 

184.1 K, 

Molecular Weight 30.0694 
Wiswesser Line Notation 2H 

Evaluation A 

Ethane 

llH=2857 J. mol- 1 

115=31.8 J. mol-I. K- I 

6.H= 14703 ]. mol-I 
6.5=79.87 J. mol-I. K- I 

76ATA/CHI 

Heat Capacity lOO K, Cp =68.66 ]·mol-I·K- 1 

Temperature range 50 to 100 K. Data given graphically. C p =0.69933 
(T/K)-2.385 ]·mol-I·K- I (50 to 70 K, for solid). 

Phase Changes 
c,II1c.1 

c/liq 

Triple point. 

89.813 K, 

90.341 K, 

Molecular Weight 30.0694 
Wiswesser Line Notation 2H 
Evaluation A 

Ethane 

llH=2282 ]. mol- 1 

115=25.48 J·mol-I·K- I 

llH=583 J. mol- I 

.6.5=6.46]· mol-I. K- I 

76ROD 

Heat Capacity lOO.32 K, C p =68.44 J. mol-I. K- I 

Temperature range 93 to 301 K (saturation line), 91 to 330 K, pressures 
from 0 to 33 MPa. 

Molecular Weight 30.0694 
Wiswesser Line Notation 2H 
Evaluatiull A 

Ethane 
76ROD2 

Heat Capacity 94 K. Cp =68.5 ]·mol- I·K- 1 

From data 90.3 to 94 K. Average value over range. 
Phase Chan~es 
c.IIIc.I 89.77 K. 

Molecular Weight 30.0694 
Wiswesser Line Notation 2H 
Evaluation B 

t::.H=2437.5 ]·mol- I 

j,5=27.15 ]·mo!-I·K- I 

C2H6Cd (Jiq) 
Dimethyl cadmium; Cadmium dimethyl 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,lUc,I 254.35 K, 

c,Uliq 270.48 K, 

Jiq/g 291.5 K, 

. Molecular Weight 142.4794 
Wiswesser Line Notation l-CD-l 
Evaluation A 

llH= 1520.9 J. mol- 1 

115=5.98 ]·mol- I·K- 1 

llH=7837 J'mol- I 

115=28.97 ]·mol-I·K- I 

llH=38296 J. mol-I 
LlS=L31.4 J.mol I' K I 

P=3.033 kPa 

56LI 

C2H6Cl2Si (Iiq) 71SAM/KOS2 
Dichlorodimethylsiiane 
Heat Capacity 298.15 K, Cp =171.5 J·moJ-1·K- 1 

Temperature range 21 to 299 K. Data deposited VINITI, No 2423-71, 
17 December, 1970. CpOiq)= 18.5676+0.06453T+28331OT-2 (I98.99 
to 300 K) caI·mol-I·K- I. 

Entropy 298.15 K, 5=270.4 J·mol-I·K- 1 

Phase Changes 
clliq 198.99 K, 

Molecular Weight 129.0609 
Wiswesser Line Notation G-SI-G 1 & 1 
Evaluation A 

TOebye=100.37 K. 

LiJ:l=8828 J.mol- I 

115=44.39 J·mol-1·K- 1 

C2H6Cl4D6MnN2 (c) 
Tetrachlorobis-(deuteromethylammonium) manganese II 

75BOCIARR 

Phase Changes 
c,ll/c,I 

c,I/liq 

258 K, 

389 K, 

Molecular Weight 266.9278 

llH=2.6 ]. mol-I 
115=0.007 ]·mol-1·K- 1 

AH=14.6 J'mol- 1 

A5=0.036 J·mol-I·K- 1 

Wiswesser Line Notation ZH&I 2 .MN G4 &11H-2 3 
Evaluation A 

CzH6NzO (c) 

Methylurea; Monomethylurea 
Phase Changes 
clliq 373.8 K, 

Molecular Weight 74.0822 
Wiswesser Line Notation ZVM 1 
EvaJuatioll A 

87DELIFER 

llH=15750 ]·mol- I 

6.5=42.1 j·mol- I. K- 1 
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CzH6NzO (c) 
Methylurea; Monomethylurea 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/g 343 K, 
Molecular Weight 74.0822 
Wiswesser Line Notation ZVM 1 
Evaluation A 

93 KOZlKAB 

IlH=95730 J'mol- I 

CzH 6Nz0 4 (c) 86MAT/SUG 
Hydrazinium hydrogen oxalate 
Heat Capacity 299.47 K, Cp =157.6 J·mol-I·K- I 

Temperature range 14 to 300 K. Value is unsmoothed experimental 
datum. 

Phase Changes 
c,llic,I 217.6 K, IlH=1090 J·mol- I 

as--1.18 J·mol-I·K- I 

Molecular Weight 122.0804 
Wiswesser Line Notation QVVQ &ZZ 
Evaluation A 

CzH6Nz0 4 (c) 
Acetamide nitrate 

85NURIBER 

Heat Capacity 29&.15 K, C p = 175.0 J. mol-I. K-I 

Temperature range 60 to 330 K. 
Entropy 298.15 K, S=210.5 J·mol-1·K- 1 

Phase Changes 
clliq 361 K 
Molecular Weight 122.0804 
Wiswesser Line Notation ZVl &WNQ 
Evaluation A 

CzH6N40 4 (c) 73KRIlLIC 
Ethylenedinitramine 
Heat Capacity 298 K, Cp =175.3 J·mol-I·K- I 

Temperature range 200 to 448 K. Equation only. 
Molecular Weight 150.0938 
Wiswesser Line Notation WNM2MNW 
Evaluation C 

41KEN/SAG 
2 Oxapropane; Dimethyl ether; Methoxymethane 

Heat Capacity 240 K, 102.30 J. mol-I. K- I 

Temperature range 14 to 240 K. 
Entropy 200 K, 5=146.57 J·mol-I·K- 1 

Ph~e Challge~ 

c/liq 

liq/g 

13l.66 K, 

248.34 K, 

Molecular Weight 46.0688 
Wiswesser Line Notation 101 d. 
Evaluation A 

C2H 60 (liq) 
Ethanol; Ethyl alcohol 
Heat Capacity 298 K, 

Temperature range 288 to 346 K. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation D 

IlH=4936.3 J. mol- l 

1l5=37.49 J. mol-I. K- I 

IlH=2151O J·mol- I 

AS=86.61 J. mol-I. K- 1 

P= 101.325 kPa 

1881REI 
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CzH60 (Iiq) 
Ethanol; Ethyl alcohol 
Heat Capacity 293 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation D 

07V1 

C2H60 (Iiq) 20GIBIl 
Ethanol; Ethyl alcohol 
Heat Capacity 271.4 K, Cp = 102.4 J·mol-I·K- I 

Temperature range 85 to 271.4 K. Unsmoothed experimental data 
Data also given for the glassy state from 85.9 to 96.3 K. 

Phase Changes 
c/liq 156.2 K, IlH=4626 J·mol- I 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

24WILID 
Fth:lnol: Fthyl Hlcohol 

Heat Capacity 303 K, 115.1 J. mol-I. K- 1 

Temperature range 303 to 333 K. Equation only. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 

Evaluation C 

CzH 60 (liq) 
Ethanol; Ethyl alcohol 

251 

Heat Capacity 298.0 K, Cp = 113.4 J. mol-I. K- I 

Tempe~ature range 87 to 298 K. Value is unsmoothed experime 
datum. 

Entropy 298.1 K, S=I77.0 J·mol-I·K- I 

Extrapolation below 90 K, 55.19 J. mol-I. K- I. 
Phase Changes 
clliq 158.7 K, 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B(Cp)'C(S) 

IlH=4962 J·mol- I 

IlS=21.22 J. mol-I. K- I 

C2H60 (li4) 29K 

Ethanol; Ethyl alcohol 
Heat Capacity 294.31 K, 109.87 J. mol-I, K- I 

Temperature range 16 to 298 K. Value unsmoothed experim( 
datum. 

Entropy 298.15 K, S=160.7 J·mol-I·K- I 

Phase Changes 
c/liq 158.5 K, IlH=5021 J·mol- I 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

CzH 60 (liq) 
Ethanol; Ethyl alcohol 
Heat Capacity 270 K, 

Temperature range 190 to 270 K. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

29MITI1 
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C2H60 (Jig) 29PARIKEL 
Ethanol; Ethyl alcohol 
Heat Capacity 298.1 K, Cp =160.7 J·mol-I·K- I 

Extrapolation below 90 K, 38.9 J. mol-I. K -I. Revision of previous 
data. 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation C 

CzH60 (Jig) 
Ethanol; Ethyl alcohol 
Heat Capacity 313.15 K, 

Temperature range 40 to 110 0 C. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation A 

C2H60 (Jig) 
Ethanol; Ethyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation C 

CzH60 (Jiq) 

Ethanol; Ethyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation A 

3IFIO/GIN 

36ERNIWAT 

39BYK 

CZH60 (Jig) 40MAZ 
Ethanot Ethyl alcohol 
Heat Capacity 297.8 K, Cp = 114.7 J. mol-I. K- I 

Temperature range 174 to 298 K. Un smoothed experimental datum. 
C p(liq) =0.5437 +0.001858t+0.0000098t2 .oC- I. C p(298.15 
K)= 114.9 J. mol-I. K- I, calculated from equation. 

Molecular Weight 46.0688 
Wiswesser I -ine Notation Q2 
Evaluation B 

C2H 60 (Jiq) 

Ethanol; Ethyl alcohol 
Phase Changes 
clliq 159 K. 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

C2H60 Oig) 
Fthanol: Fthyl a I~ohnl 

Heat Capacity 316 K. 
Mean value 21 to 66 ~c. 

Molecular Weight 46.0688 
\Viswesser Line Notation Q2 

Evaluation C 

44YOS 

J..H=4973 J. mol- 1 

.lS=Jl.J J·mol I'K I 

60SWI/ZIE 

C,n= I 18.8 J. mor- J
• KI 

CZH60 (lig) 61GRE 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, Cp =1l1.96 J·mol-1·K- I 

Temperature range 16 to 350 K. 
Entropy 298.15 K, 5=161.21 J·mol-I·K- I 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation A 

Reevaluation of 29KEL2 and 31FIO/GIN. 

CzH60 (lig) 
Ethanol; Ethyl alcohol 
Heat Capacity 298 K, 

Temperature range 15 to 55 0c. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

62RABINIK 

CzH60 (lig) 66HWAIZIE 
Ethanol; Ethyl alcohol 
Heat Capacity 297.359 K, Cp =112.056)·mol- I.K- 1 

Temperature range l65 to 304 K. Un smoothed experimental datum. 
Phase Changes 
cllig 159.015 K 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

C2H60 (lig) 
Ethanol; Ethyl alcohol 
Heat Capacity 250 K, 

Temperature range 80 to 250 K. 
Phase Changes 
c,II1c,I 111.4 K, 

c,l/Jig 158.8 K, 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation A 

C2H60 (lig) 
Ethanol; Ethyl alcohol 
Heat Capacity 313.2 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

C2H60 (Jig) 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, 

Temperature range 298 to 348 
-273.25) J/K· mol (298 to 348KO. 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

C2H60 (liq) 

Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K. 

One temperature. 
;Vlolecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation A 

67NIKIRAB 

6.H=3138 J'mol- I 

6.5=28.17 J·mol-I·K- 1 

6.H =4644 J. mol- I 

6.5=29.24 J. mol-I. K- 1 

70PAZIPAZ 

75PEDIKAY 

Cp = 111.81 J. mor- I . K- J 

K. Cp(\iq)=98.39..L.0.5368(T/K 

76FORfBEN 
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CzH60 (liq) 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
~valuation A 

Data from 76FORJBEN. 

CzH60 (liq) 
Ethanol; Ethyl alcohol 
Heat 'Capacity 298.15 K, 

Temperature range 14 to 300 
metastable crystal. 

Entropy 298.15 K, 
Phase Changes 
c,II/liq 127.5 K, 

c,Vliq 159.00 K, 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation A 

CzH60 (liq) 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, 

Temperature range 298 to 318 K. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

76FORJBEN2 

77HAVSUG 

Cp =112.5 J·mol-I·K- I 

K. Also glass, supercooled liquid, 

I1H=659 J. mol-I 
115=5.19 J. mol-to K- ' 
I1H=4931 J'mol- I 

115=3l.01 J. mol-I. K- I 

77VES/SVO 

CzH60 (liq) 79BRO/ZIE 
Ethanol~ Ethyl alcohol 
Heat Capacity 298.15 K, Cp = 112.15 J. mol-I. K- I 

Temperature range 159 to 306 K. Results as equation only. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluatiull B 

C2H/iO (lig) 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

CzH60 Oiq) 
Ethanol: Ethyl alcohol 
Heat Capacity 288.15 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

CZH60 (Jiq) 
Fth;mnl' Fthyl >llrohnl 

Heat Capacity 298.15 K. 
One temperature. 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 

Ev~uation B 

79VES/ZAB 

82BENIDAR 

82VIL/CAS 

CzH60 (liq) 84STE/C 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, C

p
= 115.9 J. mol-I. K- I 

Temperature range 266 to 318 K. Cp given as 0.6011 cal'g-I·C- I 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
~valuation J::S 

CzH60 (liq) 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation A 

CZH 60 (Uq) 

Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 46.0bMM 

Wiswesser Line Notation Q2 
Evaluation B 

CzH60 (liq) 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

CzH60 (liq) 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation A 

CzH60 (liq). 
Elhauul; Elhyl all.:ultul 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

84ZEG/S< 

850GAlM 

860GAlM 

86TANIT 

88ANDIl 

CzH60 (Jiq) 89PET/] 
Ethanol; Ethyl alcohol 
Heat Capacity 298.15 K, Cp = 112.4 J. mol-I. K- I 

Tf'mpf'rMlIre ranef' 2l5R 1 S> 27R 1 l5, 29R 1 l5> ::\ I R.15 K. 
Molecular Weight 46.0688 
Wiswesser Line Notation Q2 
Evaluation B 

CzH60S (Jig) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

Temperature range 298, 343 K. 
Molecular Weight 78.1288 
Wiswesser Line Notation as 1 & 1 
Evaluation B 

60KENI 
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C2H60S (liq) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 291.67 K, 

Molecular Weight 78.1288 
Wiswesser Line Notation OSI&1 
Evaluation A 

C2H60S (Iiq) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1288 
Wiswesser Line Notation OSI&l 
Evaluation B 

C2H60S Oiq) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1288 
Wiswesser Line Notation OS 1 & 1 
Evaluation B 

C2H60S (liq) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1288 
Wiswesser Line Notation OS 1 & 1 
Evaluation B 

C2H60S (liq) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1288 
Wiswesser Line Notation OS 1 & 1 
Evaluation B 

C2H60S (liq) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 78.1288 
Wiswesser Line Notation OS 1 & 1 
Evaluation B 

C2H60S (liq) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1288 
Wiswesser Line Notation OS 1 & 1 
Evaluation B 

70CLEIWES 

Cp =153.18 J·mol-I·K- I 

'52=188.78 J·mol-I·K- I 

LlH=14368 J'mol- I 

Ll5=49.26 J. mol-I. K- I 

78DEVIHEU 

79DEV/SOM 

79VISISOM 

87LAN/CRI 

88ROD/MAR 

89BARIKOO 

C2H60S (Iiq) 
Dimethyl sulfoxide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1288 
Wiswesser Line Notation OSl&l 
Evaluation B 

(C2H60Si)n (Jiq) 
Poly( dimethylsiloxane) 
Heat Capacity 298.l5 K, 

Temperature range 8 to 332 K. 
Entropy 298.l5 K, 
Phase Changes 
c/liq 246 K, 

Degree of crystallinity is 67%. 
Molecular Weight 74.1543 
Wiswesser Line Notation 1*-SI-O*l&1/ 
Evaluation A 

93GROIROU 

78LEB/MUK 

~H=4540 J'mol- I 

Ll5= 18.6 J. mol-I. K- I 

(C2H60Si)n (amorph) 89VARIWES 
Poly(dimethylsiloxane) 
Heat Capacity 298.15 K, Cp =I17.775 J·mol-I·K- 1 

Temperature range 0.10 to 550 K. Cp(Iiq)=0.1215T+81.55 J/(K mol) 
(146 to 340 K). 

Entropy 298.15 K, 5= 150.394 J. mol-I. K- I 

Phase Changes 
c/liq 219 K, LlH=2750 J. mol-I 

100% crystallinity. 
Molecular Weight 74.1543 
Wiswesser Line Notation 1* -SI-O* 1 & 1/ 

Evaluation A 
T(glass):;:::: 146 K. 

(CZH60Si)n (c) 89VARIWES 
Poly( dimethylsiloxane) 

Heat Capacity 298.15 K, Cp =120.274 J·mol-I·K- I 

Temperature range 0.10 Lu 550 K. C p (I,;)-C.JI.t'[0.OlS9I S9(InT)1 

-0.402175(lnTf+3.35144(lnT)-4.78444] J/(K mol) (5 to 146 K). 
Entropy 2,98.l5 K, 5= l35.769 J. mol-I. K- I 

Phase Changes -
I,;/liy 219 K, ~ff=27S0 J·mol-\ 

100% crystallinity. 
Molecular Weight 74.1543 
Wiswesser Line Notation 1*-SI-0* 1& 11 
Evaluatiun A 

T(glass)::::::; 146 K. 

C2H60 2 (Jiq) OlFOR 
Ethylene glycol; 1,2-Dihydroxyethane; l,2-Ethanediol 
Heat Capacity 152 J. mol-I. K- 1 

Temperature range 286 to 332.7 K. Value 
Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation D 

over temperature range. 
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C2H60 2 (liq) 25PARIKEL 
Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Heat Capacity 293.0 K, Cp =149.4 J·mol-I·K- I 

Temperature range 88 to 293 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, 5=179.5 J·mol-I·K- I 

Extrapolation below 90 K, 11.46 cal· mol-I. K- I. 
Phase Changes 
clliq 260.8 K, 

Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 

Evaluation B(Cp)'C(S) 

<1H=1l623 J·mol- I 

<15=44.57 J·mol-I·K- I 

C2H60 2 (liq) 29PARIKEL 
Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Entropy 298.1 K, 5= 166.9 J. mol-I. K- 1 

Extrapolation below 90 K, 8.2 cal· mol -( . K -(. Revision of previous 
uata. 

Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation C 

C2H60 2 (liq) 32NEIIKUR 
Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Hcat Capacity 293.4 K, Cp -145.6 J-mol-1-K-l 

Temperature range 20.2 to 78.4 °e. Value is unsmoothed experimental 
datum. 

Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation e 

CZH60Z (liq) 62RABINIK 

Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Heat Capacity 298 K, Cp =148.87 J·mol-I·K- I 

Temperature range 10 to 55 °e. 
Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation B 

C2H60 2 (Jiq) 65 TUN/MIS 
Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Heat Capacity 298 K, Cp =147.3 J·mol-I·K- I 

One temperature. 
Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation B 

C2H60 2 (liq) 67NIKlRAB2 
Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
He~t C~p~city :29&.15 K, C p =150.33 J.mol-I.K-I 

Temperature range 80 to 300 K. 
Phase Changes 
clliq 260.6K, j.H=9958J·mol- 1 

Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation B 

~5=38.21 J. mol-I. K- I 

C2H60 2 (/iq) 70PAZIPAZ 

Ethylene glycol: 1,2-Dihydroxyethane; 1,2-Ethanediol 
Heat Capacity 301.2 K, CI'=150.6 J·mol-I·K- I 

Temperature range 28. 40°C. 
Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
F.vl'lllIl'ltion R 

.1 Phvc::: Chp.m. Rp.f. Data. Vol. 25. NO.1. 1996 

C2H60 2 (liq) 72KAW/( 
Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Heat Capacity 303 K, Cp =145.2 J·mol-I·K- I 

One temperature. 
Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation B 

C2H 60 2 (liq) 77MURI~ 

Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Heat Capacity 298.15 K, Cp = 149.6 J. mol-I. K- I 

One temperature. 
Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation B 

C2H60 2 (liq) 79smn 
Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Heat Capacity 298 K, Cp= 149.3 J. mol-I. K- I 

Temperature range 273 to 493 K. 
Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation B 

C2H60 2 (Iiq) 82~ 

Ethylene glycol; 1,2-Dihydroxyethane; 1,2-Ethanediol 
Heat Capacity 298 K, Cp =149.8 J·mol-I·K- I 

Temperature range 298, 323, 363 K. 

Molecular Weight 62.0682 
Wiswesser Line Notation Q2Q 
Evaluation B 

C2H60 2S (c) 

Dimethyl sulfone 
Heat Capacity 298.15 K, 

Temperature range 5 to 410 K. 

Entropy 298.15 K, 
Phase Changes 
c/liq 382.01 K, 

Molecular Weight 94.1282 
Wiswesser Line Notation WSl&1 
Evaluation A 

C2H6S (liq) 
Dimethylsulfide; 2-Thiapropane 
Heat Capacity 298.15 K, 

Temperature range 11 to 2&7 K. 

Entropy 298.15 K, 
Phase Changes 
c/liq 

liq/g 

174.85 K, 

291.06 K, 

Moleculal- Weight 62. 1294 

Wiswesser Line Notation 1 S 1 
Evaluation A 

70CLEfI 

<1H==18301 J'mol- l 

<15=47.91 J. mol-I. K- I 

420SBI 

<1H=7984.7 J·mol- I 

A5=45.67 J. mol-I. K- I 

<1H=27983 J. mol- I 

<15=96.14 J. mol-I. K- I 

P=35.40 kPa 
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C2H6S (liq) 52MCC/SCO 
Ethanethiol; Ethyl mercaptan 
Heat Capacity 299.05 K, Cp =117.99 J·mo}-I·K- I 

Temperature range 14 to 315 K. Unsmoothed experimental datum. 
Entropy 298.15 K, 5=207.02 J·mol-I·K- I 

Phase Changes 
c/liq 195.26 K, 

Molecular Weight 62.1294 
Wiswesser Line Notation SH2 
Evaluation A 

C2H6S2 (liq) 
2,3-Dithiabutane; Dimethyl disulfide 
Heat Capacity 298.15 K, 

Temperature range 13 to 352 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 188.44 K, 

Molecular Weight 94.1894 
Wiswesser Line Notation ISS1 
Evaluation A 

C2H6Se (liq) 
Dimethyl selenium 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 185.14 K, 

Molecular Weight 109.0294 
Wiswesser Line Notation I-SE- J 

Evaluation A 

C2H6Se2 (Jiq) 
Dimethyl diselenium 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 190.89 K, 

Molecular Weight 187.9894 
Wiswesser Line Notation J-SE-SE-l 
Evaluation A 

CZH6Zn (lig) 

Dimethyl zinc 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Eutmpy 298.15 K, 

Phase Changes 
c,II/c,! 210.26 K, 

c.IIliq 230.13 K, 

Molecular Weight 95.4494 
Wiswesser Line Notation 1 ·ZN-I 
Evaluation A . 

liH=4975 J·mol- I 

li5=25.48 J·mol-I·K- 1 

50SCOIFIN 

liH=9192.7 J'mol- I 

li5=48.78 J. mol-I. K- 1 

91RAB/SHE 

liH=8499 J. mol-I 
li5=45.90 J. mol-I. K- 1 

91RAB/SHE 

~H=8545 J·mol- 1 

li5=44.76 J. mol-I. K- I 

84SHEINIS 

~H=1061 J·mol- I 

15=5.05 J. mol-I. K- I 

!1H=6830 J. mol-I 
15=29.67 J. mol-I. K- I 

C2H,N (liq) 39ASTIEID 
Dimethy lamine 
Heat Capacity 280.44 K, C p = 136.77 J. mol- I. K- I 

Temperature range 14 to 280,K. Value for saturated liquid. 
Entropy 280.03 K, 5=173.85 J·mol-I·K- I 

Saturated liquid at boiling ,point. 
Phase Changes 
clliq 180.97 K, 

liq/g 280.03 K, 

Molecular Weight 45.0840 
Wiswesser Line Notation 1M 1 
Evaluation A 

liH=5941 J. mol- I 

li5=32.83 J·mol-I·K- I 

~H=26485 J·mol- I 

li5=94.58 J. mol-I. K- 1 

p= 10 1.325 kPa 

C2H,N03S (c) 40HUFIFOX 
2-Aminoethanesulfonic acid; Taurine 
Heat Capacity 300.3 K, Cp = 140.54 J. mol-I. K- I 

Temperature range 90 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=154.0 J·mol-I·K- I 

Extrapolation below 90 K, 44.18 J. mol-I. K -I . 
Molecular Weight 125.1422 
Wiswesser Line Notation Z2SWQ 
Evaluation B(Cp)'C(S) 

C2HSBF4N (c) 
Dimethylammonium tetraftuoroborate 
Phase Changes 
c,IIVc,! 283.5 K, 
c,I1liq 375 K, 
Molecular Weight 132.8955 
Wiswesser Line Notation 
Evaluation B 

92ISH/IWA 

liH=7500 J. mol-I 
liH=3500 J. mol-I 

C2HsBrN (c) 90GENILUB 
Ethylammonium bromide 
Heat Lapacity JUU K, Cp= 106.6 J. mol-I. K- I 

Temperature range 300 to 360 K. C p(e)=343.6-1.69T+0.003T2 J. 
mol-I. K- I (300 to 360 K). 
C p value calculated from equation. 

Phase Changes 
c,We,I 369.9 K, 

c,Illiq 439.5 K, 

Molecular Weight 125.9959 
Wiswesser Line Notation Z2 &EH 
Evaluation A 

C2HsN2 (liq) 
N,N'-Dimcthylhydrazinc 
Heat Capacity 298.15 K, 

Temperature range 15 to 298 K. 
Entropy 298.15 K, 
Phast: Changes 

c/liq 264.28 K, 

Molecular Weight 60.0986 
Wiswesser Line Notation IMM 1 

Evaluation A 

~H= 12070 J. mol-I 
li5=32.63 J·mol-I·K- I 

~H=8520 J·mol- I 

~5= 19.38 J. mol-I. K- I 

51AST/JAN 

~H= t3638 J. mol-I 
li5=51.60 J·mol-I·K- 1 
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C2HgN2 (liq) 
1,2-Diaminoethane; Ethylenediamine 
Heat Capacity 313 K, 

Temperature range 313 to 333 K. 
Molecular Weight 60.0986 
Wiswesser Line Notation Z2Z 
Evaluation B 

C2HgN2 (liq) 
1,2-Diaminoethane; Ethylenediamine 
Heat Capacity 298.15 K, 

Temperature range 11 to 335 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 189.0 K, 

c,IIliq 284.29 K, 

Molecular Weight 60.0986 
Wiswesser Line Notation Z2Z 
Evaluation A 

C2HgN2 (liq) 
1,2-Diaminoethan; Ethylenediamine 
Heat Capacity 313 K, 

Temperature range 313 to 413 K. 
Molecular Weight 60.0986 
Wiswesser Line Notation Z2Z 
Evaluation D 

C2HgN2 (liq) 
N,N-Dimethylhydrazine 
Heat Capacity 298.15 K, 

Temperamre range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 215.95 K, 

liq/g 298.15 K, 

Molecular Weight 60.0896 
Wiswesser Line Notation ZNl&1 
Evaluation A 

Ammonium oxalate 

50ROD/MAS 

75MES/FIN 

AH=487.4 J'mol- I 

AS=2.58 J·mol-I·K- 1 

AH=22583.1 J·mol- 1 

AS=79.44 J. mol-I. K- 1 

88BOBIKAM 

53ASTIWOO 

Cp""164.05 J·mol-1·K- 1 

S=200.25 J. mol-I. K- 1 

AH=100n.6 J·mo!-l 
AS =46.64 J·mol I.K I 

AH=35003 J. mol- l 

AS= 117.4 J. mol-I. K- 1 

P=20.90 kPa 

39SAT/SOG 

Heat Capacity 323K, Cp~211.7J-mol-! K-! 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 124.0962 
Wiswesser Line Notation QVVQ &ZH2 
Eyuluution C 

C2H9BF4N2 (c) 92ISHffAK 
I, I-Dimethylhydrazinium tetrafluoroborate 
Phase Changes 
c,lll!c,II 265 K, 

cJI/cJ 268 K, 
c.l!lig 415 K, 
Molecular Weight 147.9101 
Wiswesser Line Notation ZHN II &BF4 
Evaluation B 

AS=9,5 J. mol-I. K- I 

A5=21 J·mo\-I·K- I 

~5=11 J·mol-I·K- I 

C2H9N20 3 (liq) 
Ethylammonium nitrate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 109.1047 
Wiswesser Line Notation Z2 & WNQ 
Evaluation B 

85ALL _ 

C2H lOCl2N2Pt (c) 91 PALl 
cis-Dichlorobis(methylamine)platinum 
Heat Capacity 298.15 K, C p =192.50 J·mol-I·K- I 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 5=246.2 J. mol-I. K- I 

Molecular Weight 328.1104 
Wiswesser Line Notation Z 1 2 .PT G2 -c 
Evaluation A 

C2HIOCl2N2Pt (c) 91PALI 
trans-Dichlorobis(methylamine )platinum 
Heat Capacity 298.15 K, C p = 188.22 J. mol-I. K- I 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 5=249.5 J. mol-I. K- I 

Molecular Weight 328.1104 
Wiswesser Line Notation Z 1 2 .PT G2 -T 
Evaluation A 

C2HllB2N (lig) 
N ,N-Dimethylaminodiborane 
Heat Capacity 285 K, 

Temperature range 5 to 285 K. 
Entropy 285 K, 
Phase Changes 
c,IIIc,I 199.9 K, 
c,IIliq 218.4 K 
Molecular Weight 70.7356 
Wiswesser Line Notation B2 H5 Nl&l 
RVld II llti on A 

C2H12B10 (Jiq) 
m-Carborane; 1,7 -Carborane-12 
lIeat Capacity 298.15 K, 

Temperature range 10 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
c,IIIIc,U 58.0 K, 

cJIIc,I 165 K, 

c,1/hq ;Ll'>U.l K, 

Molecular Weight 144.2168 
Evaluation A 

C2R12Br6NzTe (c) 

55FURIl 

AH=7794 J. mol-I 

81GORJ 

Cp~229.2 J·mol-I·IC I 

nH=41 J·mol- I 

AS=0.73 J·mol-I·K- I 

AH= 1903 J. mol-I 

'::\S=9.50 J·mol-I·K- 1 

AH =4.Hb J. mol I 

'::\S= 14.8 J. mol-I. K- I 

860NOI 
Bis(methylammonium) hexabromotellurate (IV) 
Heat Capacity 298.15 K, C,,=314.70 J·mol-I·K-

Temperature range 13 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
cJV/c.TTT 

c,LII/c,LI 

c,lI/cJ 

129.0 K. 

163.9 K, 

288.9 K, 

Molecular Weight 671.1542 

5=592.98 J. mol-I. K- I 

AH=1677 J·mol- I 

'::\S=13.0 J·mol-I·K- I 

AH=885 ]·mo)-I 

'::\5=5.4 J·mol-I·K- I 

AH=4S94 ].mol- I 

'::\S= 15.9 J. mol-I. K- I 

Wiswesser Line Notation ZH& 1 2 -TE- E6 
Evaluation A 

The phase transition at 129.0 K is a higher order transition. 
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CZH12CdCI4Nz (c) 
Tetrachlorobis-(methylammonium) cadmium II 

81RAH1CLA 

Heat Capacity 298.15 K, Cp=261.9 J·mol-I·K- 1 

Temperature range 2.3 to 301 K. 
Entropy 298.15 K, 
Phase Changes 
c,IV/c,m 

c,III/c,II 

164.2 K, 

282 K, 

c,II/c,I 484 K, 
Molecular Weight 304.3455 

IlH=1749 J·mol- I 

IlS= 10.8 J. mol-I. K- I 

IlH=66.5 J. mol-I 
IlS=0.25 J. mol-I. K- I 

IlH=no data given. J'mol- I 

Wiswesser Line Notation ZH& 1 2 -CD- G4 
Evaluation B 

CZHIZCI4MnNz (c) 
Tetrachlorobis-(methylammonium) manganese II 

75BOC/ARR 

Phase Changes 
c,III/c,II 

c,II/c,I 

257 K, 

393 K, 

Molecular Weight 260.8802 

IlH=4.8 J. mol-I 
IlS=0.017 J. mol-I. K- I 

IlH=3.6 J·mol- I 

IlS=0.007 J. mol-I. K- 1 

Wiswesser Line Notation ZH&1 2 -MN- G4 
Evaluation A 

CZH12CI4MnNz (c) 
Tetrachlorobis-(methylammonium) manganese II 

82WHI/GRA 

Heat Capacity 298.15K, Cp =263:6J.mol- I.K- 1 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 

c,IIIc,I 

94.37 K, 

257.02 K, 

Molecular Weight 260.8802 

IlH=728 J·mol- I 

IlS=7.74 J·mol-I·K- I 

Aft= 117 J. mol-I 
IlS=0.452 J. mol-I. K- 1 

Wiswesser Line Notation ZH&l 2 -MN- G4 
.t.;valuation A 

CZH12C16NzPt (c) 91KUMIMAT 
BisCmethylammonium) hexachloroplatinate 
Heat Capacity 298.15 K, Cp =292.01 J·mol- I ·K- I 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 123.82 K, 

Molecular Weight 471.9382 

IlH= 1490 J. mol-I 
IlS=14.5 ]·mo\-I·K- I 

Wiswesser Line Notation ZH& 1 2 -PT- Cl6 
Evaluation A 

CZH12CI6NzTe (c) 880NO/MAT 
Bis(methylammonium) hexachlorotellurate 
Heat Capacity 298.21 K, Cp =314.9 J·mol-I·K- 1 

Temperature range 13 to 300 K .. Unsmoothed experimental datum. 
Phase Changes 
c,VIIc,V 

c,V!c,IV 

73.0 K, 

136.8 K, 

Lambda type transition. 
c,IV/c,m 155 K, 

c,III/c,II 226.0 K, 

c,lI/c,I 439 K, 

Molecular Weight 376.4348 

6.H=470 J. mol-I 
6.S=6.4 J. mol-I. K- I 

6.H=181O J'mol- I 

6.S=14.9 J·mol-I·K- I 

6.H=390 J. mol-I 
6.S=2.5 J·mol-I·K- I 

6.H=330 J'mol- I 

6.S= 1.7 J. mol-I. K- I 

6.H=4400 J'mol- I 

6.S=9.8 J. mol-I. K- I 

Wiswesser Line Notation ZH& 1 2 -TE- G6 
Evaluation B(Cp )' A(Phase changes) 

CzH1216NzTe (c) 
Bis(methylammonium) hexaiodotellurate 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IlI/c,II 66.1 K, 

c,II/c,I 115.6 K, 

Molecular Weight 718.1547 

860NOIMAT 

6.H=403 J·mol- I 

6.S=6.1 J. mol-I. K- I 

IlH=2555 J. mol-I 
6.S=22.1 J. mol-I. K- I 

Wiswesser Line Notation ZH& 1 2 -TE- 16 
Evaluation A 

The phase transition at 66.1 K is a higher order transition. 

C,N2 (liq) 
Cyanogen 
Heat Capacity 255 K, 

Temperature range 15 to 252 K. 
Entropy 252.0 K. 
Phase Changes 
clliq 245.32 K, 

Uq/g 252.0 K, 

Molecular Weight 52.0354 
Wiswesser Line Notation NCCN 

Evaluation A 

CzN60 12 (c,I) 
Hexanitroethane 
Heat Capacity 291 K, 

Temperature range 190 to 350 K. 
Phase Changes 
c,II/c,I 291 K, 

39RUE/GIA 

6.H=8109 J'mol- I 

6.S=33.05 J. mol-I. K- I 

AH=23330 J. mol-I 
IlS=92.58 J. mol-I. K- I 

p= 101.325 kPa 

70KRIILIC 

6.H=12400 J'mol- I 

6.S=42.6 J. mol-I. K- I 

Temperature range 289 to 292 K; 291 K assumed. 
Molecular Weight 300.0550 
Wiswesser Line Notation WNXNWNWXNWNWNW 
Evaluation C 
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C2Na204 (c) 37CHE/CHE 
Sodium oxalate 
Heat Capacity 281 K, C p = 130 J. mol-I. K- I 

Temperature range 273 to 373 K. Mean values, three temperatures. 
Molecular Weight 133.9992 
Wiswesser Line Notation OVVO .NA 2 
Evaluation C 

C20 4Pb (c) 60KAP/STR 
Lead (II) oxalate 
Heat Capacity 299.37 K, Cp =102.7 J·mol-I·K- I 

Temperature range 66 to 300 K. Value is unsmoothed experimental 
datum. 

Entropy 298.16 K, S=146.0 J·mol-I·K- 1 

Extrapolation below 66 K, 28.0 J. mol-I. K -I, 
Molecular Weight 295.2196 
Wiswesser Line Notation OVVO .PB 
Evaluation B 

Un;i1-1-JuJCCCllC i1JJuct; I-Dodecene-urca adduct 

72GANIPAR 

Heat Capacity 298.15 K, Cp =126.6 J·mol-I·K- I 

Temperature range 12 to 300 K. Values for one mole of urea in adduct. 
Entropy 298.15 K, S=141.3 J·mol-I·K- I 

Does not include possible zero-point entropy. 
Phase Changes . 

Anomalous region 225 to 235 K, 6.H=2 J.mol-I(urea), 6.S=O.01O J. 
mol-I·K- I. 

c,II1c,I ~2.U K, D.H =4Lb J. mol I 

6.S=5.2 J·mol-I·K- I 

MoJecuJar Weight 76.9884 
Wiswesser Line Notation ZVZ & 11 U 1 0.1060 
Evaluation B 

C2.2H6.6N20 (c) 69COPIPAR 
Urea-n-undecane adduct; n-Undecane-urea adduct 
Heat Capacity 298.15 K, C p =129.2 J·mol-I·K- 1 

Temperature range 12 to 300 K. Values for one mole urea in adduct. 
Entropy 298.15 K, S~ 138.0 J mol-I K- I 

Does not include possible zero-point entropy. 
Phase Changes 

Anomalous region 225 to 235 K, with 6.H= 14 J. mol-I (urea) and 
~S-0.061 J·lllul- l

. K- I
. 

c,IIIc,I 122.4 K, 

Molecular Weight 77.0892 

6.H=144.6 J·mol- I 

6.S=1.18 J·mol-I·K- 1 

Wiswesser Line Notation ZVZ & 11 H 0.11 04 
Evaluation B 

C2.3H6.7NzO (c) 69COP/PAR 
Urea-l-hexadecene adduct; I-Hexadecene-urea adduct 
Heat Capacity 298.15 K, 129.6 J. mol-I. K- I 

Tl'mpl'rMHrf' r::mel' 12 to iOO K. Values one mole urea in adduct. 
Entropy 298.15 K, S= 141.2 J. mol-I. K- I 

Does not include possible zero-point entropy. 
Phase Changes 

Anomolous region 225 to 235 K, with :lH=23 J. mo\-I(urea) and 
~S=O.lOl J·mo!-I·K- I. 

c,II/d 141.7 K, J.H= 140.2 J. mor- I 

~S=0.99 J. mol-I. K- I 

l\lolccular Weight 78.3911 

Wiswesser Line Notation ZVZ &15H 0.860 
Evaluation B 
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69COPII 
Urea-l-decene adduct; I-Decene-urea adduct 
Heat Capacity 298.15 K, Cp =133.7 J·mol-1·K- I 

Temperature range 12 to 300 K. Values for one mole urea in addu< 
Entropy 298.15 K, S=145.4J·mol- 1·K- 1 

Does not include possible zero point entropy. 
Phase Changes 

Anomolous region 225 to 235 K, with AH=lO J.mol-1(urea) 
6.S=0.045 J·mol-I·K- 1• 

Molecular Weight 78.3911 
Wiswesser Line Notation ZVZ &9Ul 0.1370 
Evaluation B 

72GANII 
Urea-l-octadecene adduct; 1-0ctadecene-urea adduct 
Heat Capacity 298.15 K, Cp = 128.1 J. mol-I. K- I 

Temperature range 12 to 300 K. Values for one mole of urea in add 
Entropy 298.15 K, S=142.0 J·mol-1·K- 1 

Does not include possible zero-point entropy. 

Phase Changes 
Anomalous region 225 to 235 K, 6.H=12 J·mol-1(urea) 
6.S=0.049 J·mol-1·K- 1• 

c,l1/c,1 155.9 K, 

Molecular Weight 79.6930 

flH-1926 J. rnol- 1 

~S= 12.4 J. mol-I. K- I 

Wiswesser Line Notation ZVZ & 17U I 0.0785 
Evaluation B 

69COPII 
Urea 1 eicosene adduct; l-Eicosene-urea adduct 

Heat Capacity 298.15 K, C p =129.2 J·mol-I·K- 1 

Temperature range 12 to 300 K. Values for one mole urea in addu 
Entropy 298.15 K, S= 139.6 J. mol-I. K- 1 

Docs uot include z;cro-point entropy. 

Phase Changes 
Anomolous region 225 to 235 K, 
6.S=O.002 J·mol-1·K- 1• 

c,II1c,I 153.9 K, 

Molecular Weight 79.6930 

with 6.H= 1 J. mol-I (urea) 

6.H=lOO.O J·mol- 1 

~S =0.65 J. mol-I. K- 1 

Wiswesser Line Notation ZVZ &19Ul 0.0701 
Evaluation B 

72GANI 
U1Ci1-1-lClli1JCCClIC addul..-l, 1-Tetradeccne-u[ea adduct 

Heat Capacity 298.15 K, Cp =129.2 J·moI-I·K- 1 

Temperature range 12 to 300 K. Values for one mole urea in addl 
Entropy 298.15 K, S= 145.1 J. mol-I. K- 1 

Does not include possible zero-point entropy. 
Phase Changes 

Anomalous region 225 to 235 K, with ~H=15 J·mol- I (urea) 
~S=O.067 J·mol-I·K- I. 

c,ll/c,l L)b.b K, 

Molecular Weight 80.0660 

D.tf=3634 J. mol-I 
6.S= 12.0 J. mol-I. K- 1 

Wiswesser Line Notation ZVZ &13UI 0.1019 
Evaluation B 

91TANI 
Cerium isothiocyanate heptahydrate 
Heat Capacity 298.15 K, Cp =537.62 J. mo/-I, K- l 

Temperature range 13 to 300 K. 
Entropy 298.15 K, S-611.16 J·mol-I.K- I 

Molecular Weight 440.4595 
Wiswesser Line Notation SCN-CE-NCS&NCS &QH 7 
Evaluation A 
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C3Cl6 (c) 
Hexachlorocyclopropane 
Phase Changes 

301 K. 
Lambda-type transition. 

c,II1c,I 285 K, 
aH= 1.26 J. mol-I 

90S UHlMAN 

LlH=0.21 J·mo!-I 

Anomalous transition plus lambda type transition. 
c,UJiq 376 K, 
aH=18600 J·mol- I 

Molecular Weight 248.7510 
Wiswesser Line Notation L3TI AO AO BO BO CO CO 
Evaluation A 

67PLAIPAC 
Hexafluoropropanone; Hexafluoroacetone 
Heat Capacity 245 K. Cp =181.29 J·mol-I·K- I 

Temperature range 12 to 244 K. 
Entropy 245.87 K, S=286.60 J. mol-I. K- I 

Phase Changes 
c/liq 147.70 K. aH=8382.6 J'mol- I 

as=56.75 J·mol-I·K- I 

liq/g 245.87 K, 

Molecular Weight 166.0228 
Wiswesser Line Notation FXFFVXFFF 
Evaluation A 

C3FS (Jiq) 
Perfluoropropane; Octafluoropropane 
Heat Capacity 235 K, 

Temperature range 14 to 236 K. 
Entropy 236.42 K, 

Phase Changes 
c,I1/cJ 99.39 K, 

c,Uliq 125.45 K, 

liq/g 236.42 K, 

Molecular Weight 188.0202 

LlH=21615 J. mol-I 
LlS=87.91 J. mol-I. K- I 

P= 101.325 kPa 

67PACIPLA 

LlH=3555.6 J. mol-I 
as=3S.77 J·mo\-I·K- I 

aH=477.4 J·mol- I 

as=3.81 J. mol-I. K- I 

aH=19761 J·mol- 1 

LlS=83.58 J. mol-I. K- I 

101.325 kPa 

Wiswesser Line Notation FXFFXFFXFFF 
Evaluation A 

C3GdN3S3 ·6H20 (c) 91TAN/MAT 
Gadolinium isothiocyanate hexahydrate 
Heat Capacity 298.15 K Cp =0459.98 J·mol- 1·K-1 

Temperature range 13 to 300 K. 

Entropy 298.15 K. S=527.16 J·mol-I·K- I 

Molecular Weight 439.5743 
Wiswesser Line Notation SCN-OD-NCS&NCS &QH 6 
Evaluation A 

C,lHF, Oiq) 92WIRIBRA 
I, 1,1 ,1JJ,J-Heptafluoropropane: R127 
Heat Capacity 303.\5 K C1'=137.3 J·mol-I·K-! 

Temperature range 253 to 423 K. Extrapolation to p=O kPa. 
MolpClIll1r Wf>ight 17(lO297 

Wiswesser Line Notation FXFFYFXFFF 
Evaluation A 

C3HzCIF 5 (Iiq) 
l-Chloro-l,1.3,3.3-pentafluoropropane 

74VORIKOL 

Heat Capacity 298.15 K. Cp=196,48 J·mol-I·K- I 

Temperature range 12 to 300 K. Data in paper deposited at VINITI. No. 
6783-73, 25 Sept. 1973. 

Entropy 298.15 K. 
Phase Changes 
clliq 165.42 K, 

Molecular Weight 168.4938 
Wiswesser Line Notation OXFFIXFFF 
Evaluation A 

LlH= 10473 J. mol-I 
LlS=63.31 J. mol-I. K- I 

C3HzClz0 3 (liq) 76MASIPET 
4.5-Dichloro-l ,3-dioxolan-2-one 
Heat Capacity 298 K, Cp =195 J·mol-I·K- 1 

Temperature range 200 to 340 K. Data graphically only. Value 
estimated from graph. 

Molecular Weight 156.9530 
Wiswesser Line Notation T50VOTJ DO EO 
Evaluation D 

C3HzCI3F 3 (liq) 71 KOLNOR 
1,1.1-Trichloro-3,3.3-trifluoropropane 
Heat Capacity 298.15 K. Cp =199.91 J·mol-I·K- I 

Temperature range 12 to 300 K. Data in paper deposited at VINITI. No. 
1760-70.21 May 1970. 

Entropy 298.1 5 K, 
Phase Changes 
clliq 232.69 K, 6.H=14067 J·mol- I 

LlS=60.45 J. mol-I. K- I 

Molecular Weight 201.4030 
Wiswesser Line Notation OXOO lXFFF 
Evaluation A 

C3HzNz (c,I) 68GIRIWES 
Malononitrile; Dicyanomethane 
Heat Capacity 298.15 K, 

Temperature range 5 to 320 K. 
Entropy 298.15 K, S=130.96 J·mol-I·K- 1 

Entropy as calculated from data on undercooled, c,1 from 5 K and from 
data on c,I1, c,lI/c,1 transition, and c,1 is the same. 

Phase Chanees 

Transition between stable c,II and metastable c,1 between 255 to 270 K; 
maximum in Cp at 260.3 with aH==1264 J·mol- I and LlS=4.86 J. 
mol-I. K- 1

• Metastable c,I can be undercooled to 5 K. 
c,I/liq 304.99 K, LlH == 10795 J. mol- l 

LlS=35.39 J·mol-I·K- I 

Molecular Weight 66.0622 
Wiswesser Line Notation NC 1 CN 
Evaluation A 

C3H2N2 (c) 87WASIOLE 
Malononitrile; Dicyanomethane 
Heat Capacity 

Temperature range 150 to 320 K. Data given graphically. 
Phase Changes 
c,IV/c,II 140 K 

Re-entrant phase transition; second order. 
c,IIUc,II 

First order transition; slow. 
c,Vc,!' 303 K 

First order transition. 
c,lll/c,Il 260 K 

Phase III is stable below 260 K. 
c,IUc,I 295 K 

Second order transition. 
Molecular Weight 66.0622 
Wiswesser Line Notation NC 1 CN 
Evaluation A 
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76MASIPET 
4-Chloro-1,3-dioxolan-2-one 
Heat Capacity 298 K, Cp =238 J·mol-I·K- I 

Temperature range 200 to 325 K. Data graphically only. Value 
estimated from graph. 

Molecular Weight 122.5079 
Wiswesser Line Notation T50VOTJ DG 
Evaluation D 

C3H3C12,F 3 (liq) 72KOLNOR 
1.1.1-Trifluoro-3.3-dichloropropane 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 156.4 K, dH=-900.4 J·mol- I 

Metastable crystal transition. Non-equilibrium. 
c,II1c,I 167.7 K, dH=200.8 J. mol- I 

AS-1.20 J mol- 1 K- I 

c,I1liq 182.16 K, 

Molecular Weight 166.9579 
Wiswesser Line Notation GYG lXFFF 
Evaluation A 

dH=10134 J·mol- I 

dS=55.63 J. mol-I. K- I 

C"H"N (liq) -15DAVIWIE 
Acrylonitrile; Cyanoethene; Vinyl cyanide 
Heat Capacity 298 K, Cp =113 J·mol-I·K- I 

One temperature. 
Molecular Weight 53.0634 
Wiswesser Line Notation NC 1 U 1 
Evaluation D 

Acrylonitrile; Cyanoethene; Vinyl cyanide 
71HALIBAL 

Heat Capacity 297 K, Cp = 106.7 J. mol-I. K- I 

One temperature. 
Molecular Weight 53.0634 
Wiswesser Line Notation NC 1 U 1 
Evaluation C 

Acrylonitrile; Cyanoethene; Vinyl cyanide 
72FIN/MES 

Heat Capacity 298.15 K, C,,= 108.78 J. mol-I. K- I 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,II!c,I 

c,I1liq 

162.5 K, 

189.63 K, 

Moleculal~ 'Veight 5J.06J4 

Wiswesser Line Notation NC 1 U 1 
Evaluation A 

dH=1l88.3 J'mol- I 

~S=7.31 J·mol-I·K- I 

i1H=6230.0 J'mol- I 

~S=32.85 J. mol-I. K- I 

87MIRISHA 
Acrylonitrile; Cyanoethene; Vinyl cyanide 
Heat Capacity 298.15 K, CI'=98.7 J·mo\-I·K- I 

Temperature range 213 to 333 K. Un:-;moothed experimental datum 

given as 1.898 kJ/kg·K at 293 K. Cpliiq)=2.05105 +0.00..J.65503TI 

K + 1.34722 X 10-5T 2/K2 kJ/kg· K (213 to 333 K). Note. second 
coefficient should be negative. 

Molecular Weight 53.063..J. 
Wiswesser Line Notation NC lUI 
Evaluation D 
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C3H3NO (liq) 
Isoxazole 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 69.0628 
Wiswesser Line Notation T5NOJ 
Evaluation A 

C3H3NS (liq) 
Thiazole 

93STEJ 

68GOUA 

Heat Capacity 298.15 K, Cp = 121.00 J. mol-I. K-
Temperature range 5 to 340 K. Glass transition 145 to 175 K. 

Entropy 298.15 K, S=169.95 J·mol-I·K- 1 

Phase Changes 
clliq 239.48 K, 

Molecular Weight 85.1234 
Wiswesser Line Notation T5N CSJ 
Evaluation A 

C3H3NS (lig) 
Thiazole 
Heat Capacity 298.15 K, 

Temperature range 4 to 350 K. 
Elltl"Ul'Y 298.15 K, 

Phase Changes 
Anomalous region 145 to 175 K. 

clliq 239.53 K, 

Molecular Weight 85.1234 
Wiswesser Line Notation T5N CSJ 
Evaluation A 

s-Triazine 

dH=9590 J·mol- I 

dS=40.04 J·mol-I·K- I 

69S0u/( 

dH=9539.7 J·mol- I 

dS=40.04 J·mol-I·K- I 

79BR 

Heat Capacity 298.15 K, Cp =95.6 J. mol-I. K- I 

Temperature range 160 to 382 K. 

Phase Changes 
Tran<;ition hf'twf'f'n 110 anci 177 K with ~H=7c;, I.mol- I . 

c,Vlig 353.9 K, llH=14584 ]·mol- I 

dS=41.21 J. mol-I. K- I 

Molecular Weight 81.0768 
Wiswesser Line Notation T6N CN ENJ 
Evaluation B 

C3H3N3 (c) 
s-Triazine 
Heat Capacity 298.15 K, 

Temperature range 10 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c.I 197.7 K, 

First order treatment from 175 K 

First order treatment from 150 K 

Second order treatment 

88BOtl 

S= 125.97 J. mol-I. K-: I 

~H=74.0 J. mol-I 

!J.H= 127.4 J. mol-I 

~H=362.8 J. mol-I 

c,IlIiq 353.44 K. !J.H= 14560 J. mol-I 
Molecular Weight 81.0768 
Wiswesser Line Notation T6N CN ENJ 
Ev~uation A 
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C3H3N303 (c) 83DEWIDEK 
Cyanuric acid; Triazine triol 
Heat Capacity 300 K, Cp =133.63 J·mol-I·K- I 

Temperature range 90 to 340 K. Cp =20.63+0.3758 (TIK) J·mol- I. 
K-:I (90 to 340 K). 

Molecular Weight 129.0750 
Wiswesser Line Notation T6N CN ENJ BQ DQ FQ 
Evaluation B(ep )' A(Phase changes). 

92KOZlKAB2 
Cyanuric acid; Triazine trior 
Heat Capacity 298.15 K, Cp =130.0 J·mol-I·K- I 

Temperature range 5 to 330 K. 
Entropy 298.15 K, S=142.2 J·mol-I·K- 1 

Molecular Weight 129.0750 
Wiswesser Line Notation T6N CN ENJ BQ DQ FQ 
Evaluation A 

C3H4CIF 3 (liq) 72KOLIVOR 
1,1,1-Trifluoro-3-chloropropane 
Heat Capacity 298.15 K. 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c,llI/c,II 116.0 K, AH=-2533.0 J·mol- 1 

Metastable crystal transition. Non-equilibrium. 
c,lI/c,I 169.8 K, AH=4489 J. mol- l 

AS=26.44 J. mol-I. K- 1 

c,I/liq 179.40 K, AH=5314 J. mol-I 
AS=29.62 J. mol-I. K- I 

Molecular Weight 132.5128 
Wiswesser Line Notation G2XFFF 
Evaluation A 

C3H4CIF3 (Iiq) 
1,1,1-Trifluoro-3-chloropropane 

Heat Capacity 298.15 K, 
Temperature range 12 to 300 K. 

Entropy 298.15 K, 
Phase Changes 
c,III/cJI 116.0 K, 

74KOLIVOR 

171.08 J·mo!-I K- I 

5=1.f1.bf J.mol I'K I 

AH= -2531 J. mo]-I 

:\1aximum temperature of metastable phase. AH obtained from total 
heat 115 to Lr1 K, calculated to 116 K. Not reversible. 

c,IIIcJ 169.8 K. AH=4489 J. mol-I 
15=26.44 J. mol-I. K- i 

c,Uliq 179.32 K, AH=5050 ]. mol-I 
AS=28.16 ]. mol-I. K- I 

Molecular Weight 132.5128 
Wiswesser Line Notation G2XFFF 
Evaluation A 

f3 Trichlorosilylpropionitrile 
75KOS/SAM 

Heat Capacity 298.15 K, 186.1 ]. mol-I·K- 1 

Temperature range 13,4 to 322.5 K. Deposited in Vlf\iITI, No 586-75, 
10 March 1975. 

Entropy 
Phase Changes 
c/liq 

298.15 K. 

307.90 K. 

Molecular WeIght 188.:5 1:58 
Wiswesser Line Notation NC2-SI-GGG 
Evaluation A 

..lH=21242 J'mo)-I 

..lS=69.0 ]. mol-I. K- I 

C3H4Cl4 (Iiq) 
1,1,1,3-Tetrachloropropane 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 219.9 K, 

c,Illiq 237.74 K, 

Molecular Weight 181.8766 
Wiswesser Line Notation GXGG2G 
Evaluation A 

C3H4N2 (c) 
Imidazole 
Heat Capacity 300 K, 

Temperature range 90 to 370 K. 
Phase Changes 
c/liq 362.69 K, 

Molecular Weight 68.0780 
Wiswesser Line Notation T5M eN] 

74KOLIVOR 

tlH=2205 ]·mol- I 

tlS= 10.03 ]. mol-I. K- I 

tlH= 10489]· mol-I 
tlS=44.12 ]·mol-I·K- I 

83DEWIDEK 

tlH=12821 J·mol- I 

AS=35.35]· mol-I. K- I 

Evaluation B(Cp ), A(Phase changes). 

C3H4N2 (c) 
Imidazole 
Heat Capacity 310 K, 

Temperature range 300 to 450 K. 
Phase Changes 
clliq 361.9 K, 

Molecular Weight 68.0780 
Wiswesser Line Notation T5M CNJ 
Evaluation B 

83DEW/OFF 

tlH=12800 ]·mol- l 

AS=35.37 J. rnoI- 1 :.K- I 

C3H4N2 (c) 87JIMIROU 
Imidazole 
Heat Capacity 298.15 K, C

p
=82.4]. mol-I. K- J 

One (emperarure. C p given as 1.21 J. K I. g I. 

Molecular Weight 68.0780 
Wiswesser Line Not~tion T5M CN] 
Evaluation B 

C3H4N2 (c) 
Imidazole 
Phase Changes 
c/liq 363.7 K, 
Molecular Weight 68.0780 
Wiswesser Line Notlltion T'iM eN] 

Evaluation A 

C 3H4N2 (c) 
Pyrazole 
Heat Capacity 300 K, 

Temperature range 300 to 450 K. 
Phase Changes 
clliq 333.1 K, 

Molecular Weight 68.0780 
Wiswesser Line Notation T5MN] 
Evaluation B 

89HILIMOU 

tlH=12500 ]·mol- I 

~3DEW/OFF 

tlH= 13800 J. mol-I 
tl5=4I.43 ]·mol-I·K- l 
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C3H4N2 (c) 87JIM/ROU 
Pyrazole 
Heat Capacity 298.15 K, Cp =81.0 J·mol-'·K- ' 

One temperature. C p given as 1.19 J.K-I.g- I. 

Molecular Weight 68.0780 
Wiswesser Line Notation T5MNJ 
Evaluation B 

C3H4N2 (c) 
Pyrazole 
PhllSP Chllngps 

c/Jig , 343.2 K, 

Molecular Weight 68.0780 
Wiswesser Line Notation T5MNJ 
Evaluation A 

C3H4NzO (c) 
Cyanoacetamide 
Heat Capacity 300 K, 

Temperature range 300 to 450 K. 
Phase Changes 
c,IIIc,I 346.5 K, 

c,l/Iig 387.3 K, 

Molecuhlr Weight 8-1.077/1 

Wiswesser Line Notation ZV 1 CN 
Evaluation B 

89HILIMOU 

~H=14200 J'mol- I 

83DEW/OFF 

~H=1200 J'moI- 1 

~S=3.46 J. mol-I. K- I 

~H=21700 J'mol- I 

.:lS=56.0 J. mol-I. K- I 

C3H4N20S (c) 82LEBINOV 
2-Imino-4-thiazolidinone; 2-Amino-4(5H)-thiazolone 
Heat Capacity 277.8 K, Cp =106.0 J·moI-I·K- ' 

Temperature range 66 to 300 K. 

Molecular Weight 102.1538 
Wiswesser Line Notation T5MYSV EHJ BUM 
Evaluation B 

83KARlABD2 
Acrylic acid 
Heat Capacity 300 K. rp= 145.70 J. mol-I. K- I 

Temperature range 290 to 344 K. Cp given as 2021.8 J·kg-I·K- I. 

Molecular Weight 72.0634 
Wiswesser Line Notation QV 1 U 1 
Evaluation B 

C3H.P2 (Iiq) 
Acrylic acid 
Phase Changes 
c/lig 285.7 K. 

Molecular Weight n.063J 

Wiswesser Line Notation Q V I U I 
Evaluation A 

Acrylic acid 

85KARlABD2 

.1H =9509.7 J. mol-I 

.1S=33.3 J·mol-I·K- I 

85KARISAI 

Heat Capacity 298.15 K. C,,=1.+4.2 J·mol- I·K- I 

Temperature range 90 to 350 K. CI'(c)=313.4'++ 3.99T J/kg. K 003 to 
252 K): C/,(ligj=695.42+-U8T J/kg· K (285.7 to 350 K). C/, data 
calculated from equation. 

Phase Changes 
C/lig 285.7 K 
Molecular \Veight 72.063'+ 
\Viswesser Line Notation QV 1 U 1 
Evaluation B 
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C3H40 2 (lig) 
f3-Propiolactone 
Heat Capacity 298.15 K, 

Temperature range 5 to 400 K. 
Entropy 298.15 K, 

Phase Changes 
cllig 239.86 K, 

Molecular Weight 72.0634 
Wiswesser Line Notation T40VTJ 
Evaluation A 

C3H40 z (lig) 
f3-Propiolactone 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 340 K. 

Entropy 298.15 K, 

Phase Changes 
c/lig 239.86 K, 

Molecular Weight 72.0634 
Wiswesser Line Notation T40VTJ 
Evaluation A 

79YEVIL 

~H=9410 J'mol- I 

~S=39.23 J·mol-I·K- 1 

83LEB/Y 

~H=941O J. mol-I 

~S=39.23 J·mol-I·K- I 

(C3H 40 2)n (lig) 79YEV/L 

Poly-f3-propiolactone 
Heat Capacity 298.15 K, C p = 134.8 J. mol-I. K- I 

Temperature range 5 to 400 K. Highly elastic polyn 
Cp(298.15)=89.74 J. mol-I. K- I for crystalline polymer. 

Entropy 298.15 K, S= 111.0 J. mol-I. K- I 

Highly elastic polymer. S(298.15)= 101.4 J ·mol- I . K- I for crystall 
polymer. 

Molecular Weight 72.0634 
Wiswesser Line Notation I*OV2*1 
Evaluation A 

T(glass)=249 K. 

C3H 40 3 (Jig) 
Ethylene carbonate 

Heat Capacity 323.15 K, 

One temperature. 
Molecular Weight 88.0628 
Wiswesser Line Notation T50VOTJ 
Evaluation C 

C3H40 3 (c) 
Ethylene carbonate 

581 

73VAS/K 

Heat Capacity 298.15 K, CI'= I 17.44 J·mol-I·K- I 

Temperature range 52 to 310 K. Full data deposited in VINITI, 
326-73, 21 June 1973. 

Entropy 298.15 K, 

Extrapolation below 52 K. 
Phase Changes 
c/lig 309.49 K, 

Molecular Weight 88.0628 
Wiswesser Line Notation T50VOTJ 
Evaluation B 

J.H= 13295 J. mol-I 
J.S=42.96 J. mol-I. K- I 
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C3H 40 3 (c) 74VASIKOR 
Ethylene carbonate 
Heat Capacity 298.15 K, Cp =117.44 J·mol-I·K- 1 

Temperature range 52 to 340 K. Cp (iiq)=88.977+0.1586T J/mol·K 
(309 to 340 K). 

Entropy 

Phase Changes 
c/liq 

298.15 K, 

309.49 K, 

Molecular Weight 88.0628 
Wiswesser Line Notation T50VOTJ 
Evaluation B 

C3D40 4 (c,II) 
Malonic acid-d4 

Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,U 60.0 K, 

c,II/c,I 348.0 K, 

Molecular Weight 108.0938 

S= 132.54 J. mol-I. K- I 

dH=13295 J'mol- I 

dS=42.96 J·mol-I·K- I 

91FUKlMAT 

dH=23.86 J·mol- I 

dS=0.411 J·mo!-I·K- 1 

dH= 1810 J. mol-I 
AS=5.201 J. mol-I. K- I 

Wiswesser Line Notation QV 1 VQ & 1/H-2 &3/H-2 2 &5/H-2 
Evaluation A 

C3H40 4 (c) 

Malonic acid 
Phase Changes 
c,IIIc,I 351.2 K, 

Molecular Weight 104.0622 
Wiswesser Line Notation QVIVQ 
Evaluation A 

C3H40 4 (c,II) 

Malonic acid 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy ll)~.15 K, 

Phase Changes 
c,IIIIc,II 47.3 K, 

c,II/c,l 352.2 K, 

Molecular Weight 104.0622 
Wiswesser Line Notation QV I VQ 
Evaluation A 

88PETrrSY 

dH= 1600 J. mol-I 
dS=4.6 J. mol-I. K- I 

9 I FUKlMAT 

AH=14.80 J'mol- I 

dS=0.313 J. mol-I. K- I 

AH= 1837 J. mol- l 

AS=5.217 j·mol-i·K- 1 

C3HsD303 (iiq) 62RABINIK 
1.2,3-Trihydroxypropane-d3: I .2.3-Propanetriol-d~; Glycerol-d, 
Heat Capacity 298 K. Cp =23 1.00 j·morl·K- 1 

Temperature range 10 to 55 0 C. 
Molecular Weight 95.1130 
Wiswesser Line Notation QIYQIQ &1/4/6/H-2 3 
Evaluation B 

C3HSBr.l (liq) -1-8KCR 
1.2.3-Tribromopropane 
Heat Capacity 298 K. e,l = 166.5 J. mol - I. K- I 

Temperature range 17 to 218°C. mean Cp • six temperaturc~. 
Molecular Weight 280.78-1-5 
Wiswesser Line Notation E I YE 1 E 
Evaluation D 

C 3HsCI (Jig) 
3-Chloropropene-l 
Heat Capacity 298 K, 

Temperature range 289 to 334 K. 
Molecular Weight 76.5255 
Wiswesser Line Notation G2U 1 
Evaluation D 

188 1 REI 

C3HsCIO (Jiq) 1881REI 
Prop:moyl ~h\oriC\f'.·, Propiony\ chloride 

Heat Capacity 298 K, Cp =147.3 J·mol-I·K- I 

Temperature range 291 to 365 K. 
Molecular Weight 92.5249 
Wiswesser Line Notation GV2 
Evaluation D 

C3"Sl]3 (Jiq) 41NELINEW 
1,2,3-Trichloropropane 
Heat Capacity 298 K, Cp =183.6 J·mol-l·K- 1 

Temperature range 0 to 60°C. Equation only. 
Molecular Weight 147.4315 
Wiswesser Line Notation G 1 YG 1 G 
Evaluation B 

C3HsCI3 (Iiq) 48KUR 
1,2,3-Trichloropropane 
Heat Capacity 298 K, C p = 172.8 J. mol-I. K- I 

Temperature range 17 to 155°C, mean C 1J , three temperatures. 
Molecular Weight 147.4315 
Wiswesser Line Notation G I YG 1 G 
Evaluation D 

C3HsCs02 (c) 
Cesium propionate 
Phase Changes 
c,IU/c,II 314 K, 

cJIIcJ 419 K, 

cJ/liq --S80 K, 

Molecular Weight 205.9767 
Wiswesser Line Notation OV2 .CS 
Evaluation C 

C3HsK02 (c) 

Potassium propionate 
Pha:n: ChaIlgt:~ 

dIllc.II 258 K, 

c.Il/cJ 352.5 K, 

c,I/liq 638.3 K, 

Molecular Weight 112.1696 
Wiswesser Line Notation OV2 .KA 
Evaluation C 

75FERISAN 

,iH= 1340 j. mol-I 
dS=4.3 J. mol-I. K- I 

uH=1925 J. mol-I 

AS=4.6 J·mol- I. K- I 

LlH=11715 J'mo)-I 
dS=20.2 ]·mol-I·K- 1 

75FERISAN 

:lH=330 j. mo)-l 

~S=1.3 J'mol-1·K- 1 

:l H = 17 15 J. mol- I 

j.S=4.9 J. mol-I. K- I 

LlH =20125 j. mo)-I 
AS=31.5 j·mol-I·K- 1 
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C3HsK02 (c) 
Potassium propionate 
Heat Capacity 298.15 K, 

Temperature range 10 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c,nI/c,n 255 K, 

c,II/c,I 372.5 K 
c,I/liq 638.3 K 

. Molecular Weight 112.1696 
Wiswesser Line Notation OV2 .KA 

Evaluation A 

C3HsLi02 (c) 
Lithium propionate 
Phase Changes 
c.II/c,l 

c,I/liq 

533 K. 

606.5 K, 

84FRNWES 

dH=515 J·mol- I 

dS=2.02 J. mol-I. K- I 

75FERISAN 

dH=3350 J·mol- 1 

.6.S=6.3 J·mol-I·K- I 

dH=15860 J·mol- I 

.6.S=26.1 J. mol-I. K- I 

Also metastable fusion at 584.6 K, dH = 17824 J. mol-I. 
Molecular Weight 80.0123 
Wiswesser Line Notation OV2 .LI 
Evaluation C 

C3HsLi02 (c) 
Lithium propionate 
Heat Capacity 298.15 K, 

Temperature range 10 to 600 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 514 K 
c,I/liq 606.8 K 
Molecular Weight 80.0123 
Wiswesser Line Notation OV2 .LI 
Evaluation A 

CJH5LiOZ (c) 

Lithium propionate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Molecular Weight 80.0123 
Wiswesser Line Notation OV2 .LI 
Evaluation A 

Propionitrile; Ethyl cyanide; Cyanoethane 

84FRNWES 

85FRAIWES 

07WAL 

Heat Capacity 290 K, C
p
= 117 J. mol-I. K- I 

One temperature. 
Molecular Weight 55.0792 
Wiswesser Line Notation NC2 
Evaluation D 
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C3HsN (Iiq) 62WEB/] 
Propionitrile; Ethyl cyanide; Cyanoethane 
Heat Capacity 298.15 K, Cp =119.50 J·morl·K- 1 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 176.96 K, 

c,IIliq 180.37 K, 

liq/g 298.15 K, 

Molecular Weight 55.0792 
Wiswesser Line Notation NC2 
Evaluation A 

Propionitrile; Ethyl cyanide; Cyanoethane 

dH=1706.7 J·mol- I 

dS=9.64 J·mol-I·K- I 

dH=5030.0 J'mol- I 

dS=27.89 J·mol-I·K- I 

dH=36116 J·mol- I 

LlS=121.1 J·mol-1·K- 1 

P=6.29 kPa 

71HALIE 

Heat Capacity 297 K, C p = 112.9 J. mol-I. K- I 

One temperature . 
Molecular Weight 55.0792 
Wiswesser Line Notation NC2 
Evaluation C 

C3HSN (liy) 850US/!1 

Propionitrile; Ethyl cyanide; Cyanoethane 
Heat Capacity 303.15 K, C p = 106.0 J. mol-I. K- I 

Temperature range 303 to 363 K. p=O.l MPa. Un soothed experime 
datum given as 1.9250 kJ/kg· K. 

Molecular Weight 55.0792 
Wiswesser Line Notation NC2 
Evaluation B 

C3HsN (liq) 87MIRl5 
Propionitrile; Ethyl cyanide; Cyanoethane 
Heat Capacity 298.15 K, Cp = 105.3 J. mol-I. K- I 

Temperature range 193 to 353 K. Un smoothed experimental da 
given as 1.845 kJ/kg·K at 293 K. C/liq) = 1.9082+0.0027614 
+9.3056X 1O-fY[2/K2 kJ/kg· K (193 to 353 K). Note, second t 

should be negative. 
Molecular Weight 55.0792 
Wiswesser Line NotationNC2 
Evaluation D 

Acrylamide 
89STEIC 

Heat Capacity 298.15 K, Cp =1l0.58 J·mol-I·K- I 

Temperature range 305 to 415 K. CsatIR(c)=0.0653T-6.l7 (30 
345 K); CsatIR(liq)=0.02546T+ 13.26 (365 to 415 K). Polymeriz, 
began at 415 K. 

Phase Changes 
c/liq 358 K, .6.H= 15330 J. mol- I 

Molecular Weight 71.0786 
Wiswesser Line Notation ZV 1 U 1 
Evaluation B 

Puly-L-alaninc, u-helix 

Heat Capacity 

75DAU/ 

Temperature range I to 300 K. C p data given graphically. 
Entropy 273 K, S= 101.7 J. mol-I. K- I 

Molecular Weight 71.0786 
Wiswesser Line Notation /*VYM*&1/ -L 
Evaluation B 
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(C3HsNO)n (c) 75DAUfDEL 
Poly-L-alanine, ,B-sheet 
Heat Capacity 

Temperature range 1 to 300 K. C p dah\.;given graphically. 
Entropy 273 K, 5=116.7 J·mol-I·K- I 

Molecular Weight 71.0786 
Wiswesser Line Notation /*VYM*&1/-L 
Evaluation B 

(C;,H:'JNO)n (c) 91ROL 

Poly-L-alanine 
Heat Capacity 300 K, Cp =93.47 J·mol-I·K- I 

Temperature range 220 to 390 K. 
Molecular Weight 71.0786 
Wiswesser Line Notation /*VYM*&11 -L 
Evaluation B 

(C3HsNO)n (c) 
Poly -L-alanine 
Heat Capacity 300 K, 

Temperature range 230 to 390 K. 
Molecular Weight 71.0786 
Wiswesser Line Notation /*VYM*&lI -L 
Evaluation B 

(C3HsNOZ)n (c) 
Poly-L-serine 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 87.0780 
Wiswesser Line Notation I*VYM*&lQI-L 

Evaluation B 

Poly-L-serine 

91ROLIWUN 

91ROL 

93ROLIXEN 

Heat Capacity 300 K, Cp =112.9 J·mol-I·K- I 

Temperature range 220 to 390 K. 
Molecular Weight 87.0780 
Wiswesser Line Notation /*VYM*&IQ/-L 
Evaluation B 

C3HsN04 (Jig) 81LEBIRYA 
Methyl ester of nitroacetic acid; Methyl nitroacetate 
Heat Capacity C p = 205.8 J. mol-I. K- 1 

Temperature range 298 to 343 K. Data given over temperature range. 
Molecular Weight 119.0768 
Wiswesser Line Notation WN I VO I 
Evaluation D 

C3HsNS (Jig) 
Ethyl isothiocyanate 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 87.1392 
Wiswesser Line Notation SCN2 
Evaluation D 

36KUR/VOS 

C3H sNaOz (c,III) 
Sodium propanoate 
Heat Capacity 340 K, 

Temperature range 340 to 570 K. 
Phase Changes 
c,IIIIc,l 482 K, 

75FERISAN 

6.H=7360 J·mol- I 

~S=15.3 J. mol-I. K- I 

Taken as sum of data for transitions at 470 and 494 K at average 
temperature. 

c,I/lig 562.4 K, 

Molecular Weight 96.0611 
Wiswesser Line Notation OV2 .NA 
Evaluation B 

C3HsNaOz (c) 
Sodium propanoate 
Heat Capacity 298.15 K, 

'temperature range 9 to 5~O K. 
Entropy 298.15 K, 
Phase Changes 
c,lII/c,1I 467.00 K, 

c,lI/c,I 491.00 K, 

c,I/liq 561.91 K, 

Molecular Weight 96.0611 
Wiswesser Line Notation OV2 .NA 
Evaluation A 

C3HsO ZRb (c) 
Rubidium propionate 
Phase Changes 
c,IlI/c,Il 317 K, 

c,II/c,I 564.3 K, 

c,I/lig 623.1 K, 

Molecular Weight 158.5391 
Wiswesser Line Notation OV2 .RB 
Evaluation C 

C3Hs02Tl (c) 
Thallium propionate 
Phase Changes 
c,II/c,I 365 K, 

c,I/liq 468 K, 

Solid-mesophase. 
Molecular Weight 277.4413 

Wiswesser Line Notation OV2 .TL 
Evaluation B 

C3Hs02TI (c) 
Thallium propionate 
Heat Capacity 320 K, 

Temperature range 320 to 480 K. 

Phase Changes 
c,II/c,I 364.8 K, 

c,Illig 468.0 K, 

Molecular Weight 277.4413 
Wiswesser Line Notation OV2 .TL 
Evaluation A 

·~H=13390 J'mol- I 

IlS=23.8 J. mol-I. K- I 

83FRAlWES 

~H=3209 J. mol-I 
AS =6.87 J. mol-I. K- 1 

~H=4357 J'mol- I 

~S=8.87 J·mol-I·K- 1 

.lH=13280.0 J·mol- I 

~S=23.63 J·mol-I·K- I 

75FERISAN 

~H=151O J·mol- I 

~S=4.8 J. mol-I. K- I 

~H=2970 J'mol- I 

~S=5.3 J·mol-I·K- 1 

~H=14560 J·mol- I 

~S=23.4 J. mol-I. K- I 

76MEIfSEY 

I1H=377 J·mol- I 

I1S= 1.05 J. mol-I. K- 1 

I1H=9205 J. mol-I 

I1S=20.1 J·mol-I·K- I 

84FERILOP 

I1H=316 J·mol- I 

I1S=0.83 J·mo]-I·K- I 

I1H=10476 J·mol- I 

I1S=22.5 J·mol- 1·K- 1 
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C3H6 (liq) 
Propylene; Propene 

31HUFIPAR 

Heat Capacity 210.3 K, Cp =90.0 ]·mol-I·K- I 

Temperature range 69 to 210 K. Value is unsmoothed experimental 
datum. 

Phase Changes 
C/liq 88,2 K, 

Molecular Weight 42,0804 
Wiswesser Line Notation 2U1 
Evaluation B 

C3H6 (Jiq) 
Propylene~ Propene 
Heat Capacity 230 K, 

Temperature range 14 to 225 K. 
Phase Changes 

c/liq 

liq/g 

87,85 K, 

225,35 K, 

Molecular Weight 42,0804 
Wiswesser Line Notation 2U 1 
Evaluation B 

IlH=2933 J'mol- I 

/l5=33.3 J, mol-I. K- I 

39POW/GIA 

IlH=3002 J·mol- I 

1l5=34.18 J·mol-I·K- I 

IlH=18418 J'mol- I 

/l5=81.73 j, mol- J• K- 1 

C3H6 (liq) 50AUE/SAG 
Propylene; Propene 
Heat Capacity 300 K, Cp =98.9 J,mol- I ·K- 1 

Temperature range 300 to 344 K. Datum at 80 °C is Cp at the bubble 
point, 0.5615 Btu(1b)-I(OR)-I. 

Molecular Weight 42.0804 
Wiswesser Line Notation 2U 1 
Evaluation A 

C3H6 (liq) 
Propylene; Propene 
Heat Capacity 298.15 K, 

Temperature range 14 to 340 K. 
Entropy 298,15 K, 
Phase Changes 
clliq 87,85 K, 

Molecular Weight 42.0804 
Wiswesser Line Notation 2U 1 
Evaluation A 

83CHA/HAL 

/lH=3003 J. mol- I 

/l5=34.18 J. mol-I. K- I 

A reevaluation of the original measured data from: 31 HUFIPAR, 
3c)POW/GIA. SOAVE/SAG. 

C3H6 (gls) 
Propylene: Propene 
Phase Changes 
c/gls 56.0 K 
Molecular Weight 42.0804 
Wiswesser Line Notation 2U 1 
Evaluation A 
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90TAKIOGU 

C3~ (liq) 
Cyclopropane 
Heat Capacity 240 K, 

Temperature range 14 to 240 K. 
Entropy 240.34 K, 
Phase Changes 
c/liq 145.57 K, 

liq/g 240.34 K, 

Molecular Weight 4LUMU4 
Wiswesser Line Notation L3TJ 
Evaluation A 

(C3H6)n (gls) 
Polypropylene, atactic 
Heat Capacity 298.15 K, 

Temperature range 20 to 310 K, 

Entropy 298.15 K, 

46RUEil 

IlH=5443 J·mol- I 

1l5=37.39 J·mol-I·K- I 

IlH=20054 J·mol- I 

/l5=83.44 J·mol-I·K- I 

P= 101.325 kPa 

62DAill 

When extrapolated to 100% crystallinity, the entropy is 62.7 
mo1- I ·K- I . 

Phase Changes 
c,I/gls 249 K 
Molecular Weight 42.0804 
Wiswesser Line Notation {*y 1 & 1 * { 
Evaluation A 

(C3H6)n (gls) 62WILI 
Polypropylene, atactic 
Heat Capacity 298.15 K, Cp =98.90 J. mol-I, K- I 

Temperature range 217 to 477 K. Cp =0.51O+0.00207t (-
30 0 C) cal· g -I . deg -I. C p value calculated from equation. 

Phase Changes 
343 K, 

Annealed sample. 
428 K, 

Annealed sample. 
Molecular Weight 42.0804 
Wiswesser Line Notation /*Y1&1 */ 
Evaluation A 

/lH=373 J. mol- I 

/lH=61 J·mol- I 

T(glass)= -12 0C. The transition at 343 K is attributed to melti 
heterotactic sequences. The transition at 428 K is attributed 1 

isotactic tir syndiotactiC content. 

(C3H6)n (gls) 63PAS/f 
Polypropylene, atactic 
Heat Capacity 298,1 K, Cp =88.0 J·mol- I·K- I 

Temperature range 87 to 484 K. Unsmoothed experimental datur 
Phase Changes 
c/gls 259 K 
Molecular Weight 42.0804 
Wiswesser Line Notation r Y 1 & 1 oj. / 

Evaluation B 
2 to 3% crystallinity. 

(C3H6)n (gls) 62DAlf 
Polypropylene, isotatic 
Heat Capacity 298.15 K, Cp =77.18 J, mol-I. K- I 

Temperature range 20 to 3 10K. 
Entropy 298.15 K, 5=72.05 J·mol-I·K- 1 

When extrapolated to 100% crystallinity, the entropy is 61. 
mol-I. K- I. 

Phase Changes 
cJ/gls 260 K 
Molecular Weight 42.0804 
Wiswesser Line Notation /*Yl&l */ 
Evaluation A 
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(C3H6)n (gls) 62WILIDOL 
Polypropylene, isotactic 
Heat Capacity 298.15 K, Cp =75.25 J·mol-I·K- 1 

Temperature range 253 to 484 K. Cp =0.3669+0.00242t (below 
100 0 C) cal· g -I. deg -I. C p value calc~lated from equation. 

Phase Changes 
cfliq 449 K, AH=6162 J. mol- I 

Corrected to 100% crystallinity. 
Molecular Weight 42.0804 
Wiswesser Line Notation /*Yl&l *1 
Evaluation A 

63PAS/KEV2 
Polypropylene, isotatic 
Heat Capacity 299.8 K, Cp =72.4 J·mol-I·K- 1 

Temperature range 85 to 500 K. Unsmoothed experimental datum. 
Phase Changes 
c/gls 267 K, AH=7923 J·mo!-I 
Molecular Weight 42.0804 
Wiswesser Line Notation /*Y 1 & 1 * / 
Evaluation B 

64.9% crystallinity. 

68GEE/MEL 
Polypropylene, syndiotatic 
Heat Capacity 298.15 K, Cp =69.6 J·moJ-1·K- 1 

Temperature range 180 to 460 K. Values per C3H6 unit. 
Entropy 298.15 K. 5=75.66 J·moJ-1·K- 1 

Extrapolation below 180 K, 47.0 J·11101- I·K- I. Values per C3H6 Ullit. 

Molecular Weight 42.0804 
Wiswesser Line Notation I*Yl&1 *1 
Evaluation B(Cp ),C(5) 

01(1:>:>Y lldll:!>iliull (il 270 K. Rc:>ull:> CUlTcclcU Lv 100% cryslalline [rom 
75%. 

(C3H6)n (c) 84GRE/LAU 
Polypropylene, isotatic, crystalline 
Heat Capacity 298.15 K. 

Temperature range 0 to 500 K. 
Entropy 298.15 K 5=69.92 J·mol-I·K- I 

Molecular Weight 42.0804 
Wiswesser Line Notation I*Y 1 & 1 * I 
Evaluation A 

Glassy transitions range from 260 to 380 K for 51O/C crystallinity. 
T(gJass) at 260, 272, and 325 K. 

(C3H6)n (gls) 84GRE/LAU 
Polypropylene, isotatic. amorphous 
Heat Capacity 298. 15K 

temperature range 0 to SUU K. 
Entropy 298. 15K. 5=80.79 J. mol-I. K- I 

Molecular Weight 42.0804-
Wiswesser Line Notation I*Y 1& 1 '" / 
Ev~uation A 

Conformationally disordered crystal to monoclinic crystal at 380 K, 
j"H =600 J. mol-I (389<- crystallinity). 

C3H6Br2 (liq) 48KlJR 
1 J-Dibromopropane 
Heat Capacity 298 K. C p~ 159.0 J. mol-I. K- I 

Temperature range 16 to 160 ~c, mean C!, three temperatures. 
Molecular Weight 201.8884 
Wiswesser Line Notation E3E 
Evaluatiull D 

50CRO/SMY 
1,3-Dibromopropane 
Heat Capacity 245.7 K, Cp = 156.1 J. mol-i. K- 1 

Temperature range 117 to 246 K. Value is un smoothed experimental 
datum. 

Phase Changes 
c/liq 238.6 K, 

Molecular Weight 201.8884 
Wiswesser Line Notation E3E 
Evaluation C 

C3H6Br2 (lig) 
1,3-Dibromopropane 
Phase Changes 
liq/g 439.4 K, 
Molecular Weight 201.8884 
Wiswesser Line Notation E3E 

Evaluation A 

C3H6Br2 (liq) 
1,3-Dibromopropane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 201.8884 
Wiswesser Line Notation E3E 
Evaluation B 

C3H6Br2 (liq) 
1,2-Dibromopropane 
Heat Capacity 298 K, 

Temperature range 10 to 133 °C, mean 
Molecular Weight 201.8884 
Wiswesser Line Notation EY1&IE 
Evaluation D 

C~RiCINO, (Jiq) 

2-Chloro-2-nitropropane 
Phase Changes 
c,II/c,l -213.8 K, 

c,Illiq 251.6 K, 

Molecular Weight 123.5389 
Wiswesser Line Notation WNXGl&l 
Evaluation C 

L3H6Ll2 (Jig) 
2.2-Dichloropropane 
Heat Capacity 270 K. 

Temperature range 137 to 267 K. 
Phase Changes 
c.II/c.I 188 K, 

AH=14640 J·mo!-I 
Ll5=61.4 J·mol-I·K- 1 

92SVO/KUB2 

AH=47890 J·mo!-I 

93SHE 

48KUR 

172.8 J·mul-I·K- 1 

three temperatures. 

50CRO/SMY 

LlH=9540 J. mol-I 
;\\,=446 I· 11101- 1. K- I 

LlH= 1340 J. mo!-I 
15=5.3 J·mol-i·K- 1 

LlH=5979 J. mol-I 

72MIL 

15=31.8 J·mol-I·K- I 

Temperature not certain: give explicitly as 184.8 K and in table as 188 
K. 

c.I/liq 239.25 K. 

Molecular Weight 112.9864 
Wiswesser Line Notation GXG 1 & I 
Evaluation B 

j,H=2341 J. mol-I 
A5=9.8 J·mo!-I·K- I 
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C3H6Cl2 (Iig) 
1,3-Dichloropropane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 112.9864 
Wiswesser Line Notation G3G 
Evaluation B 

93HAL 

C3H6Cl2 (liq) 48KUR 
1,2-Dichloropropane; Propylene dichloride 
Heat Capacity 298 K, Cp =154.4 J·mol-I·K- I 

Temperature range II to 156 cC, mean Cp three temperatures. 
Molecular Weight 112.9864 
Wiswesser Line Notation GY1&lG 
Evaluation D 

Data may be poor. Highest reported temperature too far above listed 
boiling point. 

C3H6Cl~i (Jiq) 71GEIIDZH 
Dichloromethyl viny lsilane 
Heat Capacity 298.15 K, Cp =177.9 J·mol-I·K- I 

Temperature range 12 to 300 K. Deposited in VINITI, No 2722-71,25 
March 1971. 

Entropy 298.15 K, S=381.3 J. mol-I. K- I 

Molecular Weight 141.0719 
Wiswesser Line Notation G-SI-G1&lUl 
Evaluation A 

C3H6F 4N2 (liq) 
1 ,2-Bis( difluoramino )propane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 146.0874 
Wiswesser Line Notation FNFY1&lNFF 
Evaluation B 

C3H612 (liq) 
1,3-Diiodopropane 
I1eat Capacity 298.15 K, 

One temperature. 
Molecular Weight 295.8894 
Wiswesser Line Notation 131 
EvaluatIon B 

C~H(,N,Ol (c) 
Malonamide 
Heat Capacity 298.15 K, 

One temperature. estimated. 
Phase Changes 
clg 298.15 K, 

Molecular Weight 102.0926 
Wiswpsspr T.inp NotMion ZVIVZ 

Evaluation B 

C3H 6N20 2 (e) 

Malonamide 
Phase Changes 
dUc,I 393 K, 
e,lIlIq 443 K, 
Molecular Weight 102.0926 
Wiswesser Line Notation ZV 1 VZ 
Evaluation A 

70REE/SEE 

93SHE 

89 IMAJTAK 

.:lH= 126400 J. mol- I 

~S:::::423.9 J. mol-I. K- I 

89SAKJIMA 

aH=1900 J'mo)-I 
.lH=35800 J'mol- I 
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C3~N204 (e,I) 58BILfl' 
2,2-Dinitropropane 
Heat Capacity 298 K, Cp =206.3 J·mol-1·K- I 

From PVT data -5 to 25 cC. Mean value. 
Phase Changes 
c,IVc,I 268 K, dH = 12220 J. mol- I 

.1S=45.6 J. mol-I. K- I 

Calculated from Clausius-Clapeyron equation, from dp/dT and den 
measurements. 

Molecular Weight 134.0914 
Wiswesser Line Notation WNX1&I&NW 
Evaluation C 

78GODffi 
2,2-Dinitropropane 
Heat Capacity 300 K, C p = 205 J. mol-I. K- 1 

Temperature range 100 to 347 K. Data graphically only, v: 
estimated. 

Phase Changes 
e,IIUc,II 

c,IUc,I 

c,Uliq 

259.7 K, 

267.7 K, 

324.5 K, 

Molecular Weight 134.0914 

dH= 1870 J. mol- 1 

dS=7.20 J·mol-1·K- I 

aH=11275 J'mol- I 

as=42.12 J·mol-I·K- I 

aH=2635 J·mol- I 

as=8.12 J·mol-I·K- I 

Wiswesser Line Notation WNX 1 & 1 &NW 
Evaluation D(Cp ), B(Phase changes) 

C3H6N40 4 (c) 7lt 
1 ,3-Dinitro-l ,3-diazacyclopentane 
Phase Changes 
clliq 403 K, aH=25104 J·mol- I 

Molecular Weight 162.1048 
Wiswesser Line Notation T5N CNTJ ANW CNW 
Evaluation C 

C3H6N6 (c) 
Melamine 

52STEIl 

Heat Capacity 299.95 K, Cp =156.11 ]·mol-I·K- I 

Temperature range 15 to 300 K. Value is unsmoothed experimE 
datum. 

Eulrupy 298.15 K, 5=149.08 J·mol- t ·K- 1 

Molecular Weight 126.1206 
Wiswesser Line Notation T6N CN ENJ BZ DZ FZ 
Evaluation A 

C3H6N603 (c) 711 
1,3,5-Trinitroso-l ,3,5-triazacycIohexane 
Phase Changes 
dUd 367 K, aH = 17782 J. mol- I 

c,Vlig 376 K, aH=3766 J. mol- I 

Molecular Weh~ht 174.1188 
Wiswesser Line Notation T6N CN ENTJ ANO CNO ENO 
Evaluation C I 

C3H6N606 (c) 71 
1.3,5-Trinitro-I.3,5-triazacyclohexane; Hexogen; RDX 
Phase Changes 
cfliq 478.5 K, Llff=35648 J. mol I 

MoJecuJar Weight 222.1170 
Wiswesser Line Notation T6N CN ENTJ ANW CNW ENW 
Evaluation C 
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73KRIlLIC 
1,3,5-Trinitro-l ,3,5-triazacyc1ohexane; Hexogen; RDX 
Heat Capacity 298 K, Cp =248.9 J·mol- I·K- I 

Temperature range 200 to 475 K. Equatio~only. 
Molecular Weight 222.1170 ' ' ' 
Wiswesser Line Notation T6N CN ENTJ ANW CNW ENW 
Evaluation C 

C3H6N606 (c) 92MAK 
1,3,5-Trinitro-l ,3,5-triazacyc1ohexane; Hexogen; RDX 
Phase Changes 
clliq 478.l5 K, !1H=37656 J'mol- I 

Molecular Weight 222.1170 
Wiswesser Line Notation T6N CN ENTJ ANW CNW ENW 
Evaluation B 

C3H60 (liq) 1881REI 
Propnnone; Acetone; Dimethyl ketone 

Heat Capacity 298 K, Cp =133.9 J·mol-I·K- I 

Temperature range 289 to 352 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 

Evaluation D 

C3H60 (liq) 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 291 K, 

One temperature. 
Molecular Weight 58.0798 

Wiswesser Line Notation 1 V 1 
Evaluation D 

C3H60 (Iiq) 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 283 K, 

Mean value, 0 to 20°C. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 V 1 
Evaluation C 

C3H60 (c) 
Propanonc; Acctonc; Dimcthyl kctonc 

Heat Capacity 173 K, 
Temperature range 93 to 173 K. 

Phase Changes 
clliq 178.5 K, 

Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation C 

07WAL 

16BRA 

25MAAIWAL 

!1H=4770 J. mol-I 
!15=26.7 J·mol-I·K- 1 

CJH60 (iiq) 25PARJKEL 
Propanone; Acetone: Dimethyl ketone 
Heat Capacity 289.4 K, Cp =124.7 J·mol-I·K- I 

Temperature range 70 to 290 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K. 5=217.6 J·mo!-I·K- 1 

Extrapolation below 90 K. 71.63 J. mol-I. K -I. 
Phase Changes 
c/liq 177.6 K. 

Molecular Weight 58.0798 
Wiswesser Line Notation 1 V 1 
El'itluatiull 

~H-5690 J mol-I 

"l5=32.03 J. mol-I. K- I 

25WILIDAN 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 293.2 K, Cp =125.9 J·mol- I·K- I 

Temperature range 20 to 40 0 C. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation B 

Propanone; Acetone; Dimethyl ketone 
28PARIKEL 

Heat Capacity 298.4 K, Cp = 123.8 J. mol-I. K- I 

Temperature range 70 to 289 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, 5 =220.5 J. mol-I. K- I 

Extrapolation below 70 K, 60.04 I·mol- I . K- I. 
Phase Changes 
clliq 177.6 K, !1H=5690 J. mol- 1 

AS=32.0 J·mol-1·K- 1 

Molecular Weight 58.0798 
Wiswesser Line Notation IVl 
Evaluation B( C p),C(5) 

C3H60 (liq) 
Propanone; Acetone; Dimethyl ketone 

29KEL3 

Heat Capacity 296.99 K, Cp =124.68 J·mol-I·K- I 

Temperature range 16 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=200.4 J. mol-I. K- I 

Phase Changes 
Hump in Cp curve at about 126 K, with excess entropy of about 0.5 J 
·mol- I. K- I. 

c/liq 176.62 K, 

Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation A 

Propanone; Acewne; Dimerhyl ketone 

!1H=57I5 J. mol-I 
!15=32.36 J. mol-I. K- I 

29MITIHAR 

Heat Capacity 260 K, J. mol-I. K- I 

Temperature range 200 to 260 K: 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation B 

C3H60 (liq) 29PARIKEL 
Propanone; Acetone; Dimethyl ketone 
Entropy 298.1 K, 5=200.0 J·mol-I·K- I 

Extrapolation below 90 K, 5<'1.0 J. mol-I K- I. Revision of previous 

data. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 V 1 
Evaluation C 

C3H60 (liq) 32TRE 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 298 K, 124.7 J. mol-I. K- I 

One temperature. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation B 
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33TREIWAT 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 298 K, Cp =124.7 ]·mol-I·K- I 

One temperature. 
Molecular Weight 58.0798 
Wiswesser Line Notation IVI 
Evaluation B 

C3H60 (jiq) 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 302.4 K, 

One temperature. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation C 

C3H60 (liq) 
Propanone; Acetone; Dimethyl ketone 

Heat Capacity 298 K, 

Temperature range 288 to 323 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation B 

39PHI 

55STAITUP 

C ;}H60 (Iiq) 62LOW/MOE 

Propanone; Acetone; Dimethyl ketone 
Heat Capacity 298.2 K, Cp =125.56 ]·mol-I·K- J 

Temperature range 253 to 308 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 V 1 
Evaluation A 

Propanone; Acetone; Dimethyl ketone 
67RAS/GAN 

Heat Capacity 293 K. C p =126.3 ]·mol-J·K- J 

Temperature range 293 to 333 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 V 1 
Evaluation C 

C3H60 (Jiq) 71DESIBHA 
Propanone: Acetone: Dimethyl ketone 
Heat Capacity 298 K. C,,=129.7 J·mol-J·K- J 

Temperature range 298 to 318 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation I V I 
Evaluation B 

C3H60 (\iq) 
Propanone: Acetone: Dimethyl ketone 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 58.0798 
Wiswesser Line Notation I V I 
Evaluation B 

C3HoO (jiq) 

Propanone: Acetone: Dimethyl ketone 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 58.0798 
\Viswesser Line Notation I V I 
Evaluation B 

79SALIPEA 

85COS/PAT 

85COSIP 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 298.15 K, Cp = 123.8 J. mol-I. K- I 

Temperature range 283.15, 298.15, 313.15 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation B 

C3H60 (liq) 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation A 

C3H60 (liq) 
Propanone; Acetone; Dimethyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 V 1 
Evaluation B 

Propanone; Acetone; Dimethyl ketone 

86ALP/l 

89CUSf) 

89PETf 

Heat Capacity 298.15 K, C p = 126.6 J. mol- J· K- J 

Temperature range 258.15, 278.15, 298.15, 318.15 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation 1 VI 
Evaluation B 

Propanone; Acetone; Dimethyl ketone 
9IMAL/\\ 

Heat Capacity 298.15 K, C p = 125.45 J. mol- J· K- J 

Temperature range 278 to 323 K. Cp(iiq)= 1.337+2.7752X lO-y 
kJ· kg- J· K- J (278.15 to 323.15 K). 

Molecular Weight 58.0798 
Wiswesser Line Notation 1 V I 
Evaluation .' B 

C3H60 (Jiq) 
2-Propen-l-01 
Heat Capacity 298 K, 

Temperature range 291 to 369 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation Q2U I 
Eyaluation D 

C3H60 Oiq) 
Propylene oxide; 2-Methyloxirane 
Heat Capacity 298.15 K, 

Temperature range II to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clJiq 161.22 K, 

Molecular Weight 58.0798 
Wiswesser Line Notation T30TJ B 1 
Evaluation A 

1881 

!J.H=6532.9 ]'mol- J 

~S=40.52 J·mol-J·K- J 
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C3H60 (liq) 66BEAlCLE 
Propylene oxide; 2-Methyloxirane 
Heat Capacity 298.15 K, 

Temperature range 90 to 300 K. 
Entropy 298.15 K, S=194.6 J·mol-I·K- I 

Extrapolation below 90 K, 485 J. mol-I.·K-;-I., 
Phase Changes 
clliq 161.25 K, 

Molecular Weight 58.0798 
Wiswesser Line Notation T30TJ B 1 
Evaluation A(Cp)'C(S) 

C3H60 Oiq) 
Propylene oxide; 2-Methyloxirane 
Heat Capacity 300 K, 

Temperature range 170 to 325 K. 
Molecular Weight 58.0798 

Wiswesser Line Notation T30TJ B I 
Evaluation B 

C3H60·17H20 (c) 
Acetone clathrate hydrate 
Heat Capacity 

flH=6569 J. mol- 1 

~S=40.74 J. mol-I. K- I 

82TANIZHO 

90YAM/KUR 

Temperature range 11 to 300 K. Data given graphically. 
Phase Changes 
c,I/e 

Per mole H20. 

46.6 K, 

Molecular Weight 363.7977 
Wiswesser Line Notation 1 VI &QH 17 
Evaluation A 

KOH-doped. 

~H=129 J·mol- I 

~S=2.48 J. mol-I. K- I 

C3H60·17H20 (c) 9lKURlYAM 
Propanone clathrate hydrate; Acetone clathrate hydrate; Dimethyl ketone 
clathrate hydrate 
Heat Capacity 160 K, C p =468.36 J. mol-I. K- I 

Temperature range 11 to 160 K. 

Entropy 160 K, S=516.58 J. mol-I. K- I 

Molecular Weight 364.3382 
Wiswesser Line Notation 1 VI &QH 17 
Evaluatiull A 

T(glass)=90 K. 

C3H60·17H20 (e) 
Propylene oxide clathrate hydrate 
Heat Capacity 260 K, 

Temperature range 95 to 260 K. 
Phase Changes 
e/liq 268.6 K, 

Moleclliar Weight 1fi4 11R,) 

85HAN 

~H=92700 J. mol- I 

LlS=345.l J. mol-I. K- I 

Wiswesser Line Notation T30TJ B 1 &QH 17 
Evaluation A 

C3H60 (Jiq) 
Oxetane; Trimethylene oxide 
Heat Capacity 298 K. 

One temperature. 
Molecular Weight 58.0798 
Wiswesser Line Notation T40TJ 
Evaluation B 

76CON/GIN 

(C3H60)n (gls) 70YOS/SAK 
Poly( oxacyclobutane) 
Heat Capacity 302.13 K, Cp=125.9 J·mol-J·K- I 

Temperature range 90 to 320 K. C p at 302.13 K is un smoothed 
experimental datum. Data also given graphically. C p reported as 2.170 
J. g -I. K- I at 302.13 K for arirfealed sample. C p given for quenched 
sample from 95 to 205 K. 

Phase Changes 

c,l/gls 
c,l/lig 

195 K 
305 K, ~H=9439 J. mol- I 

~S=30.96 J·mol-I·K- 1 

Melting region extended from 200 to 300 K. 
Molecular Weight 58.0798 
Wiswesser Line Notation /*T40TJ*/ 
Evaluation B 

C3H60 (liq) 
Propana!: Propalcip.hycip. 

Heat Capacity 298 K, 
Temperature range 288 to 328 K. 

Molecular Weight 58.0798 
Wiswesser Line Notation VH2 
Evaluation D 

C3H60 (lig) 
Propanal; PropaJdehyde 
Heat Capacity 298.15 K, 

Temperature range 15 to 335 K. 
Entropy 298.15 K, 
Phase Changes 
c/lig 171.32 K, 
Molecular Weight 58.0798 
Wiswesser Line Notation VH2 
Evaluation A 

C3H60 (Iiq) 
Propanal; Propaldehyde 
Heat Capacity 298.15 K, 

Temperature lauge 15 tv 335 K. 

Entropy 298.15 K, 
Phase Changes 
c/liq 171.32 K, 
liqfg 321.08 K, 

Molecular Weight 58.0798 
Wiswesser Line Notation VH2 
Evaluation A 

1881REI 

84VASIPET 

AH=8590 J. mol-I 

77 KORIVAS 

~H=8590 J. mol-I 
Ilff=2&32lJ J. mol I 

Anomalies in the liquid phase over the temperature range 265 to 315 K. 

(C)H60)n (c) 

Polypropanal 
Heat Capacity 298.15 K, 

Temperature range 5 to 360 K. 
Rntropy ?Qg 1" K 

Phase Changes 
c/lig 347 K, 

Molecular Weight 58.0798 
Wiswesser Line Notation /*OY*21 
Evaluation A 

T(glass)~240 K. 

92LRRNAS 

105.0 J. mor- I • K- 1 

127.4 J. mol-I. K-I 

!lH=4990 J'mol- I 

AS=5.4 J·mol-I·K- I 
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(C3H60 2)n (c) 69CLEIMEL4 
Poly-l,3-dioxolane 
Heat Capacity 298.15 K, Cp =113.1 J·mol-I·K- I 

Temperature range 80 to 390 K. Extrapolated data. 
Entropy 298.15 K, S= 112.4 J. mol-I. K- I 

Phase Changes 
c,llIc,1 209 K 

Glass transition. 
c,IIliq 325 K, LlH=:=16698 J·mol- I 

dS=5.14 J. mol-I. K- I 

Molecular Weight 74.0792 
Wiswesser Line Notation 1* 10101 *1 
Evaluation B 

C3H60 2 (liq) 
Methyl ethanoate; Methyl acetate 
Heat Capacity 297 K, 

One temperature. 
Molecular Weight 74.0792 
Wiswesser Line Notation 1 VO 1 
Evaluation C 

Methyl ethanoate; Methyl acetate 

71HALIBAL 

85COSIPAT 

Heat Capacity 298.15 K, C p = 140.56 J. mol-I. K- I 

Temperature range 283.15, 298.15, 313.15 K. 
Molecular Weight 74.0792 
Wiswesser Line Notation 1 VO 1 
Evaluation B 

C3H60 2 (liq) 85COSIPAT2 
Methyl ethanoate; Methyl acetate 
Heat Capacity 298.15 K, Cp =140.6 J·mol-I·K- I 

Temperature range 283.15, 298.15,313.15 K. 
Molecular Weight 74.0792 
Wiswesser Line Notation 1 VO 1 
Evaluation B 

C3H60 2 (liq) 
Methyl ethanoate; Methyl acetate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 74.0792 
Wiswesser Line Notation 1 VO I 
Evaluation B 

Methyl ethanoate; Methyl acetate 

88PINIBRA 

920KAlOGU 

Heat Capacity 288.58 K, Cp =140.2 J·mol-I·K- I 

Temperature range 13 to 290 K. Unsmoothed experimental datum. 
Phase Changes 
Anoml 36 K 
Anom2 155 K 
c/liq 174.897 K, /1H=7486 J'mol- I 

Molecular Weight 74.0792 
Wiswesser Line Notation 1 VO 1 
Evaluation B 

The slight peak at 155 K is probably due to eutectic melting of the 
cystal with an unidentified impurity. 
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C3H60 2 . (Iiq) 
Propionic acid; Propanoic acid 
Heat Capacity 350 K, 

Mean value 20 to 136°C. 
Molecular Weight 74.0792 
Wiswesser Line Notation QV2 
Evaluation D 

C3H60 2 (Iiq) 
Propionic acid; Propanoic acid 
Heat Capacity 289 K, 

One temperature. 
Molecular Weight 74.0792 
Wiswesser Line Notation QV2 
Evaluation C 

C3H60 2 (liq) 
Propionic acid: Propanoic acid 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 74.0792 
Wiswpsspr T .ine Notation QV2 
Evaluation B 

C3ILOl (liq) 
Propionic acid; Propanoic acid 
Heat Capacity 333.15 K, 

One temperature. 
Molecular Weight 74.0792 
Wiswesser Line Notation QV2 
Evaluation B 

02l 

34RAD/. 

71KON"" 

78WOY/~ 

C3H60 2 (Iiq) 82BIRJ 
Propionic acid; Propanoic acid 
Heat Capacity 298.15 K, Cp =158.6 J·mol-I·K- I 

Temperature range 270 to 370 K. Equation only. Cp =129.7-0.1 
T+0.0007486 T2 J. mol-I. K- I. 

Molecular Weight 74.0792 
Wiswesser Line Notation QV2 
Evaluation C 

C3H60 2 (Iiq) 82MARJ) 
Propionic acid; Propanoic acid 
Heat Capacity 298.15 K, 152.8 J. mol-I. K- 1 

Temperature range 13 to 450 K. Data also given by equation. 
Entropy 298.15 K, S=191.0 J·mol-I·K- I 

Pha§e Chang"s 

c,IIliq 252.65 K, 

Molecular Weight 74.0792 
Wiswesser Line Notation QV2 

Evaluation A 

C3H60 2 Oiq) 
1,3-Dioxolane 
Heat Capacity 

Temperature range 80 to 390 K. 
Entropy 298.15 K, 
Phase Changes 
e,IIIe,I 142.4 K, 

e,I/liq 175.93 K, 

Molecular Weight 74.0792 
Wiswesser Line Notation T50 con 
Evaluation B 

LlH=10660 J·mol- I 

/1S=42.19 J·mol-I·K- I 

69CLE/l\I 

S=280.2 J. mol-I. K- I 

/1H=2677 J. mol-I 
/1S= 18.8 J. mol-I. K- I 

LlH=6567 J·mol- I 

/1S=37.3 J. mol-I. K- I 
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C3H60 2 (Iiq) 
1,3-Dioxolane 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 74.0792 
Wiswesser Line Notation T50 COTJ 
Evaluation B 

C3H60 2 (liq) 
1,3-Dioxolane 
Heat Capacity 

One temper'ature. 
298.15 K, 

Molecular Weight 74.0792 
Wiswesser Line Notation T50 COTJ 
Evaluation B 

C3H 60 2 ·17H20 (liq) 
1,3-Dioxolane clathrate hydrate 
Heat Capacity 260 K, 

Temperature range 95 to 260 K. 
Phase Changes 
clliq 270.5 K, 

Molecular Weight 380.3376 

76CON/GIN 

8 lING/CAS 

85HAt~ 

~H=99100 J·mol- 1 

~S=36604 ]·mol-1·K- 1 

Wiswesser Line Notation T50 COTJ &QH 17 
Evaluation A 

C3H60 2 (liq) 
Ethyl methanoate; Ethyl formate 
Heat Capacity 294.7 K, 

One temperature. 
Molecular Weight 74.0792 
Wiswesser Line Notation VH02 
Evaluation C 

C3H60 2 (Jiq) 
Ethyl methanoate; Ethyl formate 
Heat Capacity 294.7 K, 

One temperature. 
Molecular Weight 74.0792 
Wiswesser Line Notation VH02 
Evaluation C 

C.,H(jOz (lig) 

Ethyl methanoate; Ethyl formate 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 74.0792 

Wiswesser Line Notation VH02 
Evaluation D 

C3H60 2 (liq) 
Ethyl methanoate: Ethyl formate 
Heat Capacity 298.) 5 K, 

One temperature. 
Molecular Weight 74.0792 
Wiswesser Line Notation VH02 
Evaluation B 

33KOLIUDO 

34KOLlUD02 

36KURIVOS 

79FUC 

C3H60 2S (Iiq) 35HUFIELL 
3-Thiolpropanoic acid; f3-Thiolactic acid 
Heat Capacity 299.8 K, Cp =202.5 ]·mol-1·K- l 

Temperature range 85 to 310 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K S=228.9 J·mol-1·K-1 

Extrapolation below 90 K, 49.71 J·mol-1·K-1. 
Phase Changes 
clliq 291.9 K, ~H=16974 J·mol- 1 

~S=58.2 J·mol-1·K- 1 

Molecular Weight 106.1392 
Wiswesser Line Notation SH2VQ 
Evaluation B(Cp)'C(S) 

(C3H,02S)n (c) 
Propene polysulphone 
Heat Capacity 298.15 K, 

Temperature range 20 to 300 K. 
Entropy 298.15 K, 
Molecular Weight 106.1392 
Wiswesser Line Notation 
Evaluation A 

62DAIlEVA6 

C3",03 (Iiq) 83SAN/CIO 
Methylene glycol monoacetate 
Heat Capacity 298.15 K, Cp =214 J·mol-1·K- 1 

Temperature range 273.15 to 323.15 K. C/(kJ.kg-1.K-1)=0.033053 
T-7040l 

Molecular Weight 87.0549 
Wiswesser Line Notation QIOVI 
Evaluation D 

C3H60 3 (Iiq) 
2-Hydroxypropanoic acid (DL); Lactic acid (DL) 

36PARITHO 

Heat Capacity 298.1 K, C p =21004 ]. mol-I. K- 1 

Temperature range 90 to 300 K. Un smoothed experimenal datum. 
Entropy 298.1 K, S = 192.0 J. mol I. K. I 

Extrapolation below 90 K, 48.16 J. mol-I. K- 1. 

Phase Changes 
clliq 289.9 K, 

Molecular Weight 90.0786 

~H==1l340 J·mol- 1 

~S=39.12 J. mol-I. K- 1 

Wiswesser Line Notation QYl&VQ -DL 
Evaluation B( C p),C(S) 

C3H60 3 (c) 40HUFIELL 
2-Hydroxypropanoic acid (D); Lactic acid (D) 
Heat Capacity 29~.2 K., Cp = 127.65 J. mol-l. K- I 

Temperature range 84 to 312 K. Value is unsmoorhed experimental 
datum. 

Entropy 298.1 K, S=143.51 J·mol-1·K- 1 

Extrapolation below 90 K. 43.64 J. mol-I. K- ' . 
Molecular Weight 90.0786 
Wiswesser Line Notation QY1&VQ -D 
Evaluation A(Cp)' C(S) 

C3H60 3 (c) 40HUFIELL 
2-Hydroxypropanoic acid (L); Lactic acid (L) 
Heat l:apacity '2':n.Y K, Cp =128.57 J·mol-I·K- I 

Temperature range 84 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=142.26 J·mol-I·K- 1 

Extrapolation below 90 K. 42.93 J·mor-I·K- I
• 

Molecular Weight 90.0786 
Wiswesser Line Notation QYl&VQ -L 
Evaluation A( C p), C(S) 
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C3H60 3 (liq) 44YOS 
2-Hydroxypropanoic acid (DL); Lactic acid (DL) 
Phase Changes 
c/liq 290 K, 

Molecular Weight 90.0786 

LlH=1l344 J·mol- l 

LlS=39.1 J·mol-t·K- t 

Wiswesser Line Notation QYl&VQ -DL 
Evaluation B 

C3H60 3 (c) 
1,3,5-Trioxane 
Heat Capacity 298.15 K, 

Temperature range 80 to 310 K. 

68CLE/MEL 

Entropy 298.15 K, 5=133.0 J·mol-I·K- 1 

Molecular Weight 90.0786 
Wiswesser Line Notation T60 CO EOTJ 
Evaluation B 

C3H60 3 (c) 
1,3,5-Trioxane 

88BOMIMIL 

Heat Capacity 298.15 K, C p =llJ.08 ]'moI-1'K- 1 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 5= 142.89 J. mol-I. K- 1 

Phase Changes 
c/liq 333.44 K, LlH=15105 J·mol- 1 

Molecular Weight 90.0786 
Wiswesser Line Notation T60 CO EOTJ 
Evaluation A 

C3H6S (liq) 
Thiacyclobutane 
Heat Capacity 294.37 K, 

53SCOfFIN 

112.59 J·mol-I·K- 1 

Temperature range 12 to 321 
datum. 

K. Value unsmoothed experimental 

Entropy 298.15 K, 

Phase Changes 
dUd 176.7 K, 

c,Vliq 199.91 K, 

Molecular Weight 74.1404 
Wiswesser Line Notation T4STJ 
Eyaluation A 

C3H7Br Oiq) 
I-Bromopropane: n-Propyl bromide 
Heat Capacity 298 K. 

Temperature range 289 to 36-1- K. 
Molecular Weight 122.9923 
Wiswesser Line Notation E3 
Evaluation D 

C3H7Br (jig) 
I-Bromopropane: n-Propyl bromide 
Heat Capacity 298 K. 

LlH=668.6 J·mol- 1 

Ll5=3.78 J. mol-I. K- 1 

~H-82;j8.3 J. mo1- 1 

115=41.26 J. mol-I. K- 1 

188lREI 

48KUR 

Temperature range - 30 to 67 ~c. mean C p three temperatures. 
Molecular Weight 122.9923 
Wiswesser Line Notation E3 
Evaluation D 
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C3H7Br (liq) 
I-Bromopropane; n-Propyl bromide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 122.9923 
Wiswesser Line Notation E3 
Evaluation B 

C3H7Br (liq) 
2-Bromopropane; Isopropyl bromide 
Heat. Capacity 298 K, 

Temperature range 287 to 344 K. 
Molecular Weight 122.9923 
Wiswesser Line Notation EY1&1 
Evaluation D 

93S] 

1881F 

C j H 7Br (liq) SOKUS/C] 

2-Bromopropane; Isopropyl bromide 
Heat Capacity 209.6 K, Cp =126.8 J·mo1- t ·K- 1 

Temperature range 117 to 209 K. Value is unsmoothed experimer 
datum. 

Phase Changes 
c/liq 184.1 K, 

Molecular Weight 122.9923 
Wiswesser Line Notation EYl&1 
Evaluation B 

C3H7Br (Iiq) 
2-Bromopropane; Isopropyl bromide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 122.9923 
Wiswesser Line Notation EY1&1 
Evaluation B 

C3H7Cl (liq) 
l-Chloropropane; n-propyl chloride 
Heat Capacity 298 K, 

Temperature range 288 to 333 K. 
Molecular Weight 78.5413 
Wiswesser Line Notation (jj 

Evaluation D 

C3H7CI (liq) 
l-Chloropropane; n-Propyl chloride 
Heat Capacity 297 K, 

Temperature range 200 to 297 K. 

measurements of A. Landsberg. 
Molecular Weight 78.5413 
Wiswesser Line Notation 03 
Evaluation C 

C3H7CI (liq) 

l-Chloropropane; n-Propyl chloride 
Heat Capacity 298 K, 

LlH=6530 J. mol-I 

Ll5=35.5 J·mol-1·K- 1 

93S: 

18811 

48E 

130.5 J·mol-I·K- 1 

pt<;:) from llnpllhli<.; 

48K 

Temperature range - 39 to 43 0 C, mean 

Molecular Weight 78.5413 

132.2 J·mor-1·K- 1 

, two temperatures. 

Wiswesser Line Notation 03 
Evaluation D 
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C3H7I (liq) 
1-Iodopropanc; n-Propy! iodide 
Heat Capacity 298 K, 

Temperature range 293 to 383 K. 
Molecular Weight 169.9928 
Wiswesser Line Notation 13 
Evaluation D 

C3H71 (Jig) 
l-Iodopropane; n-Propy! iodide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 169.9928 
Wiswesser Line Notation 13 
E.valuation B 

C3H7I (Jig) 
2-Iodopropane; Isopropyl iodide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 169.9928 
Wiswesser Line Notation IY1&1 
Evaluation B 

1881REI 

93SHE 

93SHE 

C3H7N (Jiq) 81 FIN/MES 
Cyclopropy lami ne 
Heat Capacity 298.l5 K, Cp =147.11 J·mol-I·K- 1 

Temperature range 12 to 315 K. Equation also given in temperature 
range 242 to 315 K. 

Entropy 298.15 K, S=187.69 ]·mol-I·K- 1 

Phase Changes 

c,l/liq 237.76 K, 

Molecular Weight 57.0950 
Wiswesser Line Notation L3TJ AZ 
Evaluation A 

LlH=13183.4 J·mol- I 

~S=5S.4S )·mol-1·K- I 

C3H7NO (Jig) 61GEL 
N,N-Dimethylformamide; N,N-Dimethylmethanamide; DMF 
Heat Capacity 298 K, Cp =156.69 J·mol-I·K- 1 

Temperature range 273 to 323 K. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN 1& 1 
Evaluation C 

N,N-Dimethylformamide; N.N-Dimethylmethanamide: DMF 
7-IVIS/SOM 

Heat Capacity 208.15 K. Cf'~ 152.0 J. mol-I. K-l 

One temperature. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN 1 & 1 
Evaluation A 

C3H7NO (Jiq) 76BONfCER 
N.N-Dimethylformamide: N.N-Dimethylmethanamide: DMF 
Heat Capacity 298.15 K. C p = 146 J. mol-I. K- I 

One temperature. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN I & I 
Evaluation B 

C3H7NO (liq) 77DEV!PER2 
N,N-Dimethylformamide; N,N-Dimethylmethanamide; DMF 
Heat Capacity 298.15 K, Cp =148 J·mol-I·K- 1 

One temperature. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHNl&1 
Evaluation B 

77DEVIPER3 
N .N-Dimethylformamide: N .N-Dimethylmethanamide: DMF 
Heat Capacity 298.15 K, Cp =150.8 J·mol-1·K- 1 

One temperature. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN1&1 
Evaluation B 

C3H7NO (liq) 77V is/PER 

N ,N -Dimethylformamide; N ,N ~Dimethylmethanamide; DMF 
Heat Capacity 298 K, C p= 148 J. mol-I. K- 1 

One temperature only. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN1&1 
Evaluation B 

C3H7NO (liq) 78KARlRAB2 
N,N-Dimethylformamide; N,N-Dimethylmethanamide; DMF 
Phase Changes 
c/liq 212.85 K, 6.H=89S0)· mol- 1 

LlS=41.8 J. mol-· I. K- 1 

Molecular Weight 73.0944 
Wiswesser Line Notation VHNl&l 

Evaluation A 

C3H7NO (lig) 78MAR/CIO 
N ,N-Dimethylformamide; N,N-Dimethylmethanamide; DMF 
Heat Capacity 298 K, C p = 120.5 J. mol-I. K- 1 

Temperature range 298 to 427 K. Mean value over range. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHNl&1 
Evaluation -D 

C3H7NO (Jiq) 79DEV/SOM 
N,N-Dimethylformamide; N,N-Dimethylmethanamide; DMF 
Heat Capacity 298.15 K, C,,=150.8 J·mol-I·K- I 

One temperature. 
Molecular Weight 73.0944 
Wiswcsser Line Notation VHN1&1 
Eyuluution D 

79VIS/SOM 
N,N-Dimethylformamide; N.N-Dimethylmethanamide; DMF 
Heat Capacity 298.15 K, C,,=150.8 J·mol-I·K- 1 

One temperature. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN 1 & 1 
Evaluation B 
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C3H7NO (liq) 82VORIYAK 
N,N-Dimethylformarnide; N,N-Dimethylmethanamide; DMF 
Heat Capacity 298.15 K, Cp =150.5 j·mol-t·K- t 

Temperature range 297.15 to 299.15 K. Cp given as 2.059 j~K-t. 
g-t. 

Molecular Weight 73.0944 
Wiswesser Line Notation VHN 1 & 1 
Evaluation B 

C3H7NO (liq) 84ZEG/SOM 
N,N-Dimethylformamide; N,N-Dimethylmethanamide; DMF 
Heat Capacity 298.15 K, Cp = 148.36 j. mol-t. K- t 

One temperature. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN1&1 
Evaluation B 

r J H 7NO (Jig) R9PETIPES 
N,N-Dimethylformamide; N,N-Dimethylmethanamide; DMF 
Heat Capacity 298.15 K, Cp =150.0 j·mol-t·K-1 

Temperature range 258.15,278.15,298.15,318.15 K. 
Molecular Weight 73.0944 

Wiswesser Line Notation VHN1&1 
Evaluation B 

C3H7NO (liq) 89KULIKRE 
N,N-Dimethylformarnide; N,N-Dimethylmethanamide; DMF 
Heat Capacity 308 K, Cp =149.28 j·mol-1·K- t 

One temperature. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN1&1 
Evaluation B 

92KOLIKUL 
N,N-Dimethylformamide; N,N-Dimethylmethanimide; DMF 
Heat Capacity 298.15 K, Cp =148.16 j·mol-I·K- 1 

Temperature range 283 to 323 K. 

Molecular Weight 73.0944 
Wiswesser Line Notation VHN 1 & 1 
Evaluation B 

93GRO/ROU 
N,N-Dimethylfonnamide: N,N-Dimethylmethanamide: DMF 
Heat Capacity 298.15 K. Cp =146.05 j·mol-t·K- t 

One temperature. 
Molecular Weight 73.0944 
Wiswesser Line Notation VHN 1 & 1 

Evaluation B 

C3H,N02 (c) 

Sarcosine; N-Methylglycine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 89.0938 
Wiswesser Line Notation QVIMI 
Evaluation B 

C3H7NOz (c) 
3-Aminopropanoic acid; ,B-Alanine 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 89.0938 
Wiswesser Line Notation Z2VQ 
Evaluation B 
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77SAB/LAF 

83SKO/SAB 

C3H7N02 (c) 

3-Arninopropanoic acid; f3-Alanine 
Heat Capacity 298 K, 

Temperature range 298 to 348 K. 

Molecular Weight 89.0938 
Wiswesser Line Notation Z2VQ 
Evaluation C 

3-Aminopropanoic acid; ,B-Alanine 

89KULIK~ 

90BAD/K 

Heat Capacity 298 K, Cp =109 j·mol-t·K-1 

Temperature range 298,313, 333, 348 K. 

Molecular Weight 89.0938 
Wiswesser Line Notation Z2VQ 
Evaluation D 

C3H7N02 (c) 
Ethyl carhamate: 1 Trethane 
Phase Changes 

76BERIB( 

clliq 321.7 K, ilH=20900 j·mol- I 

ilS=64.8 j·mol-I·K- 1 

Molecular Weight 89.0938 

Wiswesser Line Notation ZV02 
Evaluation A 

C3H7N02 (c) 
Ethyl carbamate; Urethane 
Heat Capacity 300 K, 

Temperature range 90 to 330 K. 

Phase Changes 

83DEWIDI 

clliq 321.41 K, ilH=16794 j·mol- I 

ilS=52.25 j·mol-I·K- 1 

Molecular Weight 89.0938 
Wiswesser Line Notation ZV02 
Evaluation B(Cp ), A(Phase changes). 

C3H7N02 (c) 
2-Aminopropanoic acid(D); Alanine(D) 

32HUF/BI 

Heat Capacity 296.8 K, C
p

=120.8 j·mol-I·K- 1 

Temperature range 84 to 297 K. Value is unsmoothed experimel 
datum. 

Entropy. 298.1.K, 5=132.2j·mol- I·K- 1 

Extrapolation below 90 K, 37.15 j·mol-I·K- 1
• 

Molecular Weight 89.0938 

Wiswesser Line Notation ZY1&VQ-D 
Evaluation B( C p),C(S) 

C3H7N02 (c) 

2-Aminopropanoic acid(DL); Alanine(DL) 
Heat Capacity 297.5 K, 

37HUF/E 

Temperature range 85 to 298 K. Value unsmoothed experimel 

datum. 
Entropy 298.15 K, 5=132.2 j·mol-I·K- 1 

Extrapolation below 90 K, 36.99 j·mol-I·K- 1
• 

Molecular Weight 89.0938 
Wiswesser Line Notation ZY1&VQ -DL 
Evaluation B(Cp)'C(S) 

C3H7N02 (c) 75SPIM 
2-Aminopropanoic acid(DL); Alanine(DL) 
Heat Capacity 298.15 K, Cp =121.6 j·mol-I·K- 1 

One temperature. 
Molecular Weight 89.0938 
Wiswesser Line Notation ZY1&VQ -DL 

~Iuation B 
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C3H7N02 (c) 89KULIKOZ 
2-Aminopropanoic acid(DL); Alanine(DL) 
Heat Capacity 298 K, C p = 113.8 J. mol-I. K- l 

Temperature range 298 to 348 K. 
Molecular Weight 89.0938 
Wiswesser Line Notation ZYI&VQ -DL 
Evaluation C 

C3H7N02 (c) 90BADIKUL 
2-Aminopropanoic acid(DL); Alanine(DL) 
Heat Capacity 298 K, Cp =114 J·mol-I·K- 1 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 89.0938 
Wiswesser Line Notation ZY1&VQ -DL 
Evaluation D 

C3H 7N02 (c) 60HUTfCOL 

2-Aminopropanoic acid(L); Alanine(L) 
Heat Capacity 298.15 K, 122.26 J. moJ- J • K- l 

Temperature range 11 to 305 K. 
Entropy 298.15 K, ..'}=12Y.21 J'mol-I'K- l 

Molecular Weight 89.0938 
Wiswesser Line Notation ZY1&VQ -L 
Evaluation A 

C3H7N02 (c) 75DAUIDEL 
2-Aminopropanoic acid(T .): Alanine(T.) 

Heat Capacity 
Temperature range 1 to 300 K. C p data given graphically. 

Entropy 273 K, 5==118.8 J·mo!-I·K- J 

Molecular WE'ight 89.0938 

Wiswesser Line Notation ZYl&VQ -L 
Evaluation B 

C3H7N02 (c) 89KULlKOZ 
2-Aminopropanoic acid(L); Alanine(L) 
Heat Capacity 298 K, 

Temperature range 298 to 348 K. 
Molecular Weight 89.0938 
Wiswesser Line Notation ZYl&VQ-L 
Evaluation C 

C3H7NOz (e) 90BAD/KUL 
2-Aminopropanoic acidfL); Alanine(L) 
Heat Capacity 298 K. Cp = 115 J. mor- l . K- l 

Temperature range 298, 313. 333, 348 K. 
Molecular Weight 89.0938 
Wi:nvcsscr Line Notation ZYl&VQ -L 

Evaluation 0 

C 3H7N02S (e) 

Cysteine( L) 
Heat Capacity 297.6 K. 

35HUFIELL 

Temperature range 85 to 298 K. Value un smoothed experimental 
datum. 

Entropy 298.1 K, 5=169.9 j·mol-I·K-· 1 

Extrapolation below 90 K. -1-8.99 J·mor-I·K- I. 
l\loiE'clllar WE'ight 111 l'i,>( 

Wiswesser Line Notation SH I YZVQ -L 
Evaluation B(e"I.OS) 

C3H 7N03 (c) 64HUT/COL2 
2-Amino-3-hydroxypropanoic acid(L); Serine(L} 
Heat Capacity 298.15 K, C p = 135.56 J. mol-I. K- I 

Temperature range 10 to 310 K. 
Entropy 298.15 K, 5=149.16 J·mol- I·K- J 

Molecular Weight 105.0932 
Wiswesser Line Notation QVYZIQ -L 
EvaluatIon A 

C3H 7N03 (c) 75SPIIWAD 
2-Amino-3-hydroxypropanoic acid(DL); Serine(DL) 
Heat Capacity 298.15 K, Cp = 132.4 J. mol- J

• K- l 

One temperature. 
Molecular Weight 105.0932 
Wiswesser Line Notation QVYZIQ -DL 
Evaluation B 

C3H7N03 (c) 78SABILAF 
2-Amino-3-hydroxypropanoic acid(L); Serine(L) 
Heat Capacity 298.15 K, Cp = 138.9 J. mol-I. K- l 

One temperature. 
Molecular Weight 105.0932 
Wiswesser Line Notation QVYZIQ -L 
Evaluation B 

C3H7N03 (Iiq) 
Isopropyl nitrate 

Heat Capacity 
One temperature. 

350 K, 

Molecular Weight 105.0932 
Wiswesser Line Notation WNOYl&I 

Evaluation B 

C3H7N03 (Jiq) 
Isopropyl nitrate 
Heat Capacity 298.15 K, 

Temperature range 14 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 190.81 K, 

Molecular Weight 105.0932 
Wiswesser Line Notation WNOYI&l 
Evaluation A 

C3Hs (Jig) 
Propane 
Heat Capacity 230 K, 

Temperature range 15 to 230 K. 
Entropy 231.04 K, 

Debye extrapolation, 0 to 15 K. 
Phase Changes 
c,Uliq 85.45 K, 

lig/g 231.04 K. 

Molecular Weight 44.0962 
Wiswesser Line Notation 3H 
Evaluation A 

88BUN 

88LUSIRUB 

~H= 10010 J. mol-I 
~5=52.43 .T. mol-I. K- l 

38KEM/EGA 

c" =Y~.:ltS J. mol I. K- 1 

~H=3524 J·mol- l 

il5=41.24 J·mol-I·K- 1 

ilH=18774 J'mo]-l 
il5=81.26 J·mol-I·K- 1 
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C3HS (liq) 78GOO 
Propane 
Heat Capacity 300 K, Cp =119.6 j·mol-1·K-1 

Temperature range 81 to 289 K. C p data reported for an extended data 
set; unsmoothed experimental datum. 

Molecular Weight 44.0962 
Wiswesser Line Notation 3H 
Evaluation A 

Propane 
82VAS 

Heat Capacity 230 K, Cp =98.36 j·mol-1·K-1 

Temperature range 90 to 230 K. Cp given as 2.2305 j·g·K- I
. 

Molecular Weight 44.0962 
Wiswesser Line Notation 3H 
Evaluation A 

Sample purity, 99.95 mol%. 

C~S (gls) 
Propane 
PhalSe Challgel!l 

c/gls 45.5 K 
Molecular Weight 44.0962 
Wiswesser Line Notation 3H 
Evaluation A 

C3HsNzO (c) 
1,3-Dimethylurea 
Phase Changes 
clliq 379.5 K, 

Molecular Weight 88.1090 
Wiswesser Line Notation IMVMI 
Evaluation A 

C3HsN20 (c) 
Ethylurea; Monoethylurea 
Phase Changes 
clliq 367.8 K, 

Molecular Weight 88.1090 
Wiswesser Line Notation ZVM2 
Evaluation A 

C3HsN20 (c) 
l,l-Dimethylurea 
Phase Changes 
c/liq 454.0 K, 

Molecular Weight 88.1090 
Wiswesser Line Notation ZVNI&1 
Evaluation A 

C3HsN203 (c) 
Dimethanolurea 
Heat Capacity 300 K, 

Temperature range 4 to 300 K. 
Entropy 300 K, 
Molecular Weight 120.1078 
Wiswesser Line Notation Q1MVMIQ 
Evaluation A 

90TAKIOGU 

87DELIFER 

~H=13620 j·mol-1 

~S=35.9 J·mol-1·K-1 

87DELIFER 

~H=13940 J·mol- 1 

~S=37.9 J·mol-1·K- 1 

87DELIFER 

aH=2961O J.mol- I 

~S=65.2 J·mo1- I·K- I 

81SHE/KAM 
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C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298 K, 

Temperature range 289 to 363 K. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation D 

188 

C3HsO (liq) 20GIBI 
I-Propanol; n-Propyl alcohol 
Heat Capacity 274.6 K, Cp = 131.3 J. mol-I. K- I 

Temperature range 77 to 274.6 K. Un smoothed experimental datl 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO (Iiq) 26PARI 
I-Propanol; n-Propyl alcohol 
Heat Capacity 275.0 K, Cp =133.5 J·mol-I·K- I 

Temperature range 86 to 275 K. Value is unsmoothed experim 
datum. 

Entropy 298.1 K, S=214.2 J·mol-1·K- I 

Extrapolation below 90 K, 64.85 J·mol-I·K- I. 
Phase Changes 
clliq 147.0 K, 

Molecular Weight 60.0956 
Wiswesser Line Notation Q3 

Evaluation B(Cp)'CCS) 

~H=5192 J·mol- I 

~S=35.3 J·mol-I·K- I 

C3HsO (liq) 27PARI 
I-Propanol; n-Propyl alcohol 
Heat Capacity 275.4 K, Cp =133.5 J·mol-I·K- 1 

Temperature range 86 to 275 K. Value is un smoothed experim 
datum. 

Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO (liq) 
I-Propanol;-n-Propyl alc6hol 
Heat Capacity 270 K, 

'temperature range 170 to 270 K. 

Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

I-Propanol; n-Propyl akohol 

29MITf 

29PAR, 

Heat Capacity 298.1 K, Cp=192.9J·mol- I·K- 1 

Extrapolation below 90 K, 43.5 J·mol-I·K- 1
• 

Revision of previous data. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation C 

C3HsO Oiq) 
I-Propanol; n-Propy1 alcohol 
Heat Capacity 301.2 K. 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation C 
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C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298.1 K, 

Temperature range 5 to 46°C. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation C 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 303 K, 

Temperature range 303 to 393 K. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation A 

C3IIsO (liq) 

I-Propanol; n-Propyl alcohol 
Heat Capacity 320 K, 

Mean value 21 to 74°C. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation C 

C3HsO (gls) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 150 K, 

Temperature range 10 to 150 K. 
Entropy 150 K, 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation A 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298.15 K, 

Temperature range 11 to 350 K. 
EntropylY~.lJ K, 

Phase Changes 
c/liq 148.75 K, 

Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation A 

4IZHD 

5 1 EUCIEIG 

60SWIIZIE 

68COUILEE 

S= 112.7 J. mol-I. K- I 

68COUILEE 

!::"H=5372 J·mol- I 

!::..S=36.lI J·mol-I·K- I 

C3HsO (Jiq) 68REC 
I-Propanol: n-Propyl alcohol 
Heat Capacity 298 K. Cp~146.1 J-mol- I K- I 

Temperature range 24 to 40°C, equation only. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Eyuluation C 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 313.2 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

70PAZ/PAZ 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

Data from 76FORJBEN. 

CjHtl0 (liq) 

I-Propanol; n-Propyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

I-Propanol; n-Propyl alcohol 

76FORJBEN 

76FORJBEN2 

77MUR/SUD 

77VES/SVO 

79GRIJYAN 

Heat Capacity 303.4 K, Cp =147.9 J. mol-I. K- I 

Temperature range 303 to 463 K. p=0.98 bar. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

?-Propllnol; T<;opropyl alcohol 
79GRIIYAN 

Heat Capacity 311.6 K, Cp = 165.6 J. mol-I. K- I 

Temperature range 311 to 453 K. p=0.98 bar. 
Molecular Weight 60.0956 
Wiswesser Line Notation QY1&1 
Evaluation B 

C,3HsO (Jiq) 

I-Propanol; n-Propyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 60.0956 

Wiswesser Line Notation Q3 
Evaluation B 

79VES/ZAB 

C3HsO (liq) 80KAL/JED 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298.216 K, Cp = 146.34 J. mol-I. K- 1 

Tf'mperatnrl> range 185 to 300 K. Unsmoothed experimental datum. 

Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 
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C3HsO (liq) 81ARUIBAG 
I-Propanol; n-Propyl alcohol 
Heat Capacity 293.15 K, Cp =141.8 J·mol-I·K- I 

Temperature range 293 to 353 K. p=O.1 MPa. Unsmoothed 
experimental datum given as 2.360 kJ/kg· K. C p given from 293.25 to 
533.15 K for pressure range 10 to 60 MPa. 

Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO Oiq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 288.15 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO (liq) 
I-Propanol; n-Propyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation Q3 
Evaluation B 

C3HsO (liq) 
l-Propl'lnnl: n-Propyl ::I1C'nhn1 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 60.0956 
Wiswesser Line Not9tion Q3 

Evaluation A 

2-Propanol; Isopropyl alcohol 

82BENIDAR 

82VIL/CAS 

84ZEG/SOM 

86KORIKUK 

86TANITOY 

24WILIDAN 

Heat Capacity 303 K, Cp =169.9 j·mol-I·K- I 

Temperature range 303 to 323 K. Equation only. 
Molecular Weight 60.0956 
Wiswesser Line Notation QYl&l 
Evaluation C 
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C3HsO (liq) 25PAR/ 
2-Propanol; Isopropyl alcohol 
Heat Capacity 293.1 K, Cp=152.3 J·mol-I·K- I 

Temperature range 71 to 293 K. Value is unsmoothed experim 
datum. 

Entropy 298.1 K, S=190.8 J·mol-I·K- I 

Extrapolation below 90 K, 53.22 j·mol-I·K- I. 
Phase Changes 
clliq 184.6 K, 

Molecular Weight 60.0956 
Wiswesser Line Notation QYl&1 
Evaluation B(Cp)'C(S) 

f1H=5297 j·mol- I 

f1S=28.7 j·mol-I·K- I 

28PARI 
2-Propanol; Isopropyl alcohol 
Heat Capacity 293.1 K, Cp = 151.0 J. mol-I. K- I 

Temperature range 71 to 293 K. Value is unsmoothed experim 
datum. 

Entropy 298.1 K, S=192.9 j·mol- I·K- I 

Extrapolation below 70 K, 43.56 J. mol-I. K - I . 
Phase Changes 

clliq 184.6 K, 

Molecular Weight 60.0956 
Wiswesser Line Notation QYl&l 

Evaluation B( C p),C(S) 

C3HsO (liq) 
2-Propanol; Isopropyl alcohol 

f1H=5301 J·mol- I 

f1S=28.72 J·mol-I·K- I 

29K 

Heat Capacity 292.84 K, Cp =149.75 J·mol-I·K- I 

Temperature range 16 to 298 K. Value is unsmoothed experim 
datum. 

Entropy 
Phase Changes 
clliq 

298.15 K, 

184.67 K, 

Molecular Weight 60.0956 
Wiswesser Line Notation QYl&1 
Evaluation A 

f1H=5372 j·mol- I 

f1S=29.09 j·mol-I·K- 1 

29PARI 
2-Propanol; Isopropyl alcohul 
Heat Capacity 298.1 K, C p = 180.3 J. mol-I. K- 1 

Extrapolation below 90 K, 42.68 J·mol-I·K- 1
• 

Molecular Weight 60.0956 
Wiswesser Line Notation <JY 1&1 
Evaluation C 

C 3H sO (liq) 
2-Propanol; Isopropyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation QYl&1 
Evaluation B 

C3HsO (liq) 
2-Propanol; Isopropyl alcohol 
Heat Capacity 303.2 K, 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation QYl&l 
Evaluation C 

33TRE( 

3 
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C3HgO (liq) 
2-Propanol; Isopropyl alcohol 
Heat Capacity 298.04 K, 

Temperature range 7 to 41 ° C. 
datum. 

Molecular Weight 60.0956 
Wiswesser Line Notation QY 1 & 1 
F.vahudion r 

C3HsO (Iiq) 
2-Propanol; Isopropyl alcohol 
Heat Capacity 298 K, 

Temperature range 0 to 200 ° C. 
Molecular Weight 60.0956 
Wiswesser Line Notation QYl&l 
Evaluation B 

C3HgO (Iiq) 
2-Propanol; Isopropyl alcohol 
Heat Capacity 324 K, 

Mean value 21 to 81 °e. 
Molecular Weight 60.0956 
Wiswesser Line Notation QYl&l 
Evaluation C 

C3HgO (liq) 
2-Propanol; Isopropyl alcohol 
Heat Capacity 298.2 K, 

Temperature range 10 to 60°C. 
Molecular Weight 60.0956 
Wiswesser Line Notation QYl&l 
Evaluation B 

C3HgO Oiq) 
2-Propanol; Isopropyl alcohol 
Heat Capacity 298.15 K. 

Temperature range 10 to 330 K. 
Entropy 

Phase Changes 
clliq 

298.15 K, 

185.20 K, 

Molecular Weight 60.0956 

Wiswesser Line Notation QY I & 1 
Evaluation A 

45ZHD 

Cp = 159.99 J. mol-I. K- l 

Value is unsmoothed experimental 

48GIN/COR 

58SWI/ZIE2 

62KAT 

63AND/COU2 

IlH=541O J·mol- I 

IlS=29.21 J·mol-I·K- 1 

C3HsO (Jiq) 79BRO/ZIE 
2-Propanol; Isopropyl alcohol 
Heat Capacity 298.15 K. Cp =154.75 J·mol-I·K- 1 

Temperature range 185 to 304 K. Results as equation only. 
Molecular Weight 60.0956 
Wiswesser Line Notation QYl&l 
Evaluation R 

C3HgO (Jiq) 
2-Propanol; Isopropyl alcohol 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 60.0956 
Wiswesser Line Notation QY 1 & I 
Evaluation B 

80ROUIROB 

C3HgOz (liq) 1881REI 
Methylal; 2,4-Dioxapentane; Formaldehyde, dimethylacetal; 
Dimethoxymethane 
Heat Capacity 298 K, Cp =163.6 J·mol- I. K- I 

Temperature range 289 to 323 K. 
Molecular Weight 76.0950 
Wiswesser Line Notation 10101 
Evaluation D 

C3HgOz (liq) 64MCEIKlL 
Methylal; 2,4-Dioxapentane; Formaldehyde, dimethylacetal; 
Dimethoxymethane 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K 
Entropy 298.15 K. 
Phase Changes 
clliq 

Iiq/g 

168.01 K, 

298.15 K, 

Molecular Wei2ht 76.0950 
Wiswesser Line Notation 10101 
Evaluation A 

C3HsOz (liq) 
3-0xa-I-butanol; 2-Methoxyethanol 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 76.0950 
Wiswesser Line Notation Q201 
Evaluation B 

C3HsOz (liq) 
3-0xa-l-butanol; 2-Methoxyethanol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 76.0950 
Wi .. wps:s:pr T .inp Notation Q201 

Evaluation C 

~H=8331.6 J·mol":' l 

~S=49.59 J·mol-I·K~I 
~H=28886 J. mol- 1 

IlS=96.9 J·mo}-I·K- 1 

P=53.14 kPa 

73KUSISUU 

78ROUIPER 

L3ligU2 (liq) 91SVO/ZAB 
3-0xa-l-butanol; 2-Methoxyethanol 
Heat Capacity 298.l5 K, C p = 175.38 J. mol-I. K- 1 

Temperature range 298 to 330 K. Cp(liq)=84.235+0.3057(T/K) J. 
mol-I. K- J. C p value calculated from equation. 

Molecular Weight 76.0950 
Wiswesser Line Notation Q20 I 
Evaluation B 

Propylene glycol; 1,2 Propanediol; 1,2-Dihydroxypropunc 
27PARJHUF 

Heat Capacity 276.7 K, 180.3 J. mol- J
• K- J 

Temperature range 91 to 277 K. Value un smoothed experimental 
datum. 

Molecular Weight 76.0950 
Wiswesser Line Notation QYI&lQ 
Evaluation B 
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C3Hs02 (liq) 72KAW/OTA 
Propylene glycol; 1,2-Propanediol; 1,2-Dihydroxypropane 
Heat Capacity 303 K. Cf>=177.0 J·mol- I. K- I 

One temperature. 
Molecular Weight 76.0950 
Wiswesser Line Notation QYl&lQ 
Evaluation B 

C3HsOz (liq) 82ZAR 
Propylene glycol; 1,2-Propanediol; 1,2-Dihydroxypropane 
Heat Capacity 298 K, Cp =189.9 J·mol- I·K- 1 

Temperature range 298, 323, 363 K. 
Molecular Weight 76.0950 
Wiswesser Line Notation QYl&lQ 
Evaluation H 

C3Hs0 3 (Iiq) 03MAG 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 
Heat Capacity 298 K, Cp =221.9 J·mol-I·K- I 

One temperature. C p given as 0.576 cal· g -I. K- 1. 

Molecular Weight 92.0944 
WiSWCBBcr Line Notation QIYQIQ 

Evaluation D 

C3Hs03 (liq) ')'2SIM 
1,2,3-Trihydroxypropane; l,2,3-Propanetriol; Glycerol 
Heat Capacity 289.7 K, Cp =225.9 J. mol-I. K- 1 

Temperature range 19 to 294 K. Value is unsmoothed experimental 
datum. C p also measured for glass. 

Molecular Weight 92.0944 
Wiswesser Line Notation QIYQIQ 
Evaluation C 

Contained 1.3% water. Mp 17°C. 

C3Hs03 (liq) 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 

23GIBIGIA 

Heat Capacity 299.4 K, Cp =223.4 J. mol- J· K- 1 

Temperature range 70.2 to 299.4 K. Value is unsmoothed experimental 
datum. C p also measured for glass. 

Phase Changes 
clliq 291.0 K, 

Molecular Weight 92.0944 
Wiswesser Line Notation Q 1 YQ lQ 

Evaluation B 

~H= 18285 J. mol-I 
~5:::::62.8 J. mol-I. K- 1 

C3Hg03 (liq) 29PARlKEL 
1,2,3-Trihydroxypropane; l,2,3-Propanetriol; Glycerol 
Heat Capacity 298.1 K, Cp =207.9 J·mo!-J·K- 1 

Extrapolation below 90 K, 41.4 J. mol-I. K - J . 

Molecular Weight 92.0944 
Wiswesser Line Notation Q 1 YQ 1 Q 
Evaluation C 

C3Hs03 (c) 31 VOLlMAR 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 
Heat Capacity 279-284 K. C p= 150 J. mol-I. K- 1 

Temperature range 279 to 284 K. Cp measured for the solid phase is an 
average value over the temperature range. 

Phase Changes 
c/liq 291.75 K, !lH= 18476 J. mol-I 
Molecular Weight 92.0944 
Wiswesser Line Notation QIYQIQ 
Evaluation C 
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C3Hs03 (Jiq) 36ERNIW 
1,2,3-Trihydroxypropane; l,2,3-Propanetriol; Glycerol 
Heat Capacity 29S K. C

y
=2138 J.mol-I.K- 1 

One temperature. 
Molecular Weight 92.0944 
Wiswesser Line Notation QIYQIQ 
Evaluation C 

C3Hg0 3 (c) 37AHLfBl 
1,2,3-Trihydroxypropane; 1 ,2,3~Propanetriol; Glycerol 
Heat Capacity 86.92 K, Cp =49.79 J. mol-t. K- 1 

Temperature range 3 to 87 K. Value is un smoothed experimental datu 
Entropy 90 K, 5=37.87 J. mol-I. K-1 

Molec.ular Weight 92.0944 

Wiswesser Line Notation QIYQIQ 
Evaluation A 

C3Hs03 (gls) 37AHLfBl 
1,2,3-Trihydroxypropane; l,2.3-Propanetriol; Glycerol 
Heat Capacity 85.12 K, Cp =50.21 J·mol-1·K- J 

Temperature range 2.3 to 95 K. Value is unsmoothed experimen 
datum. 

Entropy 90 K, 5=42.34 J·mol-1·K- J 

Value S-So; zero point entropy calculated as 19.41 ]·mo]-1·K-1• 

Molecular Weight 92.0944 
Wiswesser Line Notation Q 1 YQ 1 Q 
Evaluation A 

C3Hs0 3 (liq) 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 
Phase Changes 
clliq 292 K, 

Molecular Weight 92.0944 
Wiswesser Line Notation QIYQIQ 
Evaluation B 

AH=18303 J·mol- I 

A5=62.7 J·mol-1·K- J 

C3Hg0 3 (liq) 620M 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 
Heat Capacity 293.15 K, Cp =221.18 ]·mo!-I·K- J 

Temperature range 273 to 523 K. A reexamination of the literatI.: 
C/liq)=31 Q+O.0761T -O.0000169T2(T in K) cal. mol-I. oC- 1 (0 

250°C). 
Molecular Weight 92.0944 
Wiswesser Line Notation Q 1 YQ 1 Q 
Evaluation A 

C3H s0 3 (liq) 62RABIt-
1,2,3-Trihydroxypropane: 1.2,3-Propanetriol; Glycerol 
Heat Capacity 298 K, Cp =218.5 J·mol-1·K- 1 

Temperature range 10 to 55 DC. 
Molecular Weight 92.0944 
\Vi1'lWCSSCl' Line Notation Q 1 YQ 1 Q 
Evaluation B 

C3Hs03 (liq) 70PAZIF 
12,3~ Trihydroxypropane; 1 ,2,3-Propanetriol; Glycerol 
Heat Capacity 301.2 K, Cp =221.7 J. mo!-i. K- I 

Temperature range 28, 40°C. 
Molecular Weight 92.0944 
Wiswesser Line Notation Q I YQ 1 Q 
Evaluation B 
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C3Hs03 (liq) 77MURISUB 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 
Heat Capacity 298.15 K, Cp =221.9 J·mol-I·K- I 

One temperature. 
Molecular Weight 92.0944 
Wiswesser Line Notation QIYQIQ 
Evaluation B 

C3Hs03 (liq) 81ATAJELS 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 
Heat Capacity 293.15 K, Cp =219.2 J·mol- I·K- I 

One temperature. 
Molecular Weight 92.0944 
Wiswesser Line Notation Q 1 YQ 1 Q 
Evaluation B 

C3Hs03 (Iiy) 82CHE/GE 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 
Heat Capacity 313.15 K, Cp =229.3 J·mol-I·K- I 

Temperature range 20 to 60 K. Cp given as 2.49 kJ· kg-I. C- I at 
40 "c. C p at 25 "C estimated from graph to be ca. L4J kJ· kg 1 

c- I or 223 J·mol-I·K- I. 

Molecular Weight 92.0944 
Wiswesser Line Notation QIYQIQ 
Evaluation B 

C3H tl0 3 (Iiq) 88BASINTT" 
1,2,3-Trihydroxypropane; 1,2,3-Propanetriol; Glycerol 
Heat Capacity 298.15 K, Cp =218.9 J·mol-I·K- I 

One temperature. 
Moleclllar Wf'ight 9? 0944 

Wiswesser Line Notation Q 1 YQ 1 Q 
Evaluation A 

C3HsS (Jig) 
Thiabutane; Ethyl methyl sulfide 
Heat Capacity 298.15 K, 

Temperature range 14 to 298 K. 
Entropy 298.15 K, 

Phase Changes 
cllig 

lig/g 

167.23 K, 

301.66 K, 

Molecular Weight 76.1561 
Wiswesser Line Notation 2S 1 
Evaluation A 

C3HgS Oig) 
I-Propanethiol; n-Propyl mercaptan 
Heat Capacity 298.15 K, 

Temperature range 10 to 320 K. 
Entropy 298. 15K. 

Phase Changes 
c,II1cJ 142.10 K. 

c,Ulig 160.00 K. 

Molecular Weight 76.1562 
Wiswesser Line Notation SH3 
Evaluation A 

5ISCOIFIN 

t:.H=9761 J. mol-I 
t:.S=S8.37 J·mol-1·K- 1 

t:.H=31644 J·mol- I 

t:.S= 104.90 J. mol-I. K- I 

P=24.75 kPa 

56PEN/SCO 

j,H=3971.0 J'mol- I 

j,5=27.95 ]·mol-I·K- I 

j,H=5476.9 ]. mol-I 
j,5=34.23 J. mol-I. K- I 

C3HsS (Jig) 
2-Propanethiol; Isopropyl mercaptan 
Heat Capacity 298.15 K, 

Temperature range 12 to 322 K. 
Entropy 298.15 K, 
Phase Changes 
c,IVc,I 112.5 K, 

c,I/liq 142.64 K, 

lig/g 325.72 K, 

Molecular Weight 76.1562 
Wiswesser Line Notation SHY1&1 
Evaluation A 

(C"H8Si)n (liq) 
Polydimethyisilamethylene 

54MCCIFIN2 

t:.H=52.84 J. mol-I 
/1S=U.41 J.mol I' K I 

t:.H=5736 ]·mol- I 

t:.S=40.21 J. mol-I. K- I 

t:.H=2791O J·mol- I 

t:.S=85.69 J·mol-I·K- 1 

P= 101.325 kPa 

78LEBlRAB3 

Heat Capacity 298.15 K, Cp = 137.6 J. mol-I. K- 1 

Temperature range 60 to 330 K. Rubber like elastic state. 
Entropy 298.15 K, 5-1.57.2 J·ulul- I • K- 1 

Phase Changes 
cllig 266 K, 

Molecular Weight 72.1817 

t:.H=8000 J. mol-I 
AS=30 J. mol-I. K- I 

Wiswesser Line Notation /*-SI-l&I&1 */ 
Evaluation A 

T(glass)= 178 K. 

C3H9Al (liq) 
Trimethvlaluminum 
Heat Capacity 298.15 K, 

Temperature range 10 to 380 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 288.43 K, 

Molecular Weight 72.0856 
Wiswesser Line Notation 1-AL 1&1 

Evaluation A 

C3H9Al (Jiq) 

Trimethylaluminum 
Heat Capacity 298.15 K, 

Temperature range 10 to 380 K. 
Entropy 298.l5 K, 
Phase Changes 
cllig 288.43 K, 

Molecular Weight 72.0856 

Wiswesser Line Notation I-AL-I&1 
Evaluation A 

C3H9As (liq) 
Trimethy Iarsine 
Heat Capacity 298.15 K, 

Temperature range 13 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 186.60 K. 

Molecular Weight 120.0257 
Wiswesser Line Notation I-AS-l&1 
Evaluation A 

61MCC 

155.6 J. mol-I. K- I 

t:.H=8790.6 J·mol- I 

AS=30.48 J. mol-I. K- I 

63MCCfMES 

5=209.41 J. mol-I. K- I 

t:.H=8790.6 J'mol- I 

~S=30.48 J·mol-I·K- I 

88NIS/SHE 

t:.H=8962 ]'mol- I 

AS-48.03 J. mol-I. K- ' 
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C3H9B (liq) 
Trimethylborane 
Heat Capacity 210 K, 

Temperature range 15 to 220 K. 
Entropy 210 K, 
Phase Changes 
clliq 113.21 K, 

liq/g 199.91 K, 

Molecular Weight 55.9141 
Wiswesser Line Notation 1B 1 & 1 
Evaluation A 

Trimethyl borate 

54FURIPAR 

IlH=3250 J. mol- l 

115=28.71 J. mol-I. K- I 

IlH=23089 J·mol- l 

115=115.5 J·mol-I·K- 1 

P=6.20 kPa 

59HANIHUG 

Heat Capacity 298.15 K, Cp =189.9 J·mol-I·K- 1 

Temperature range 273 to 453 K. C p (liq)=O.75534 I O.0012419t Btul 

Ib·oC (0 to 180 0 C). C p value calculated from equation. 
Molecular Weight 103.9042 
Wiswesser Line Notation 
Evaluatiun A 

Chlorotrimcthylsilnnc 
71SAMIKOS 

Heat Capacity 298.15 K, Cp =187.5 J·mol-I·K- 1 

Temperature range 12.38 to 303.05 K. Cp(liq) 
= 18. 1 9046+0.077664T+ 309052T-2 cal· mol-I. deg- I. Value is 
calculated from equation. Deposited in VINITI, No 2501-71, 18 
January 1971. 

Entropy 
Phase Changes 
c,II/c,I 

c,l/Jiq 

298.15 K, 

185.1 K, 

217.97 K, 

Molecular Weight 108.6426 
Wiswesser Line Notation G-SI-l&I&1 
Evaluation B 

Debeye temperature = 115.8 K. 

C3H9Ga (liq) 
Trimethylgallium 
Heat Capacity 298.15 K, 

Temperature range 60 to 300 K. 
Phase Changes 
c/liq 257.9 K, 

Molecular Weight 114.8241 
Wiswesser Line Notation I-GA-1&1 
Ev~uation B 

C3H9Ga (liq) 
Trimethylgallium 
Heat Capacity 298.15 K, 

Temperature range 0 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
cJIIc.I 244.5 K, 

c,I/liq 257.81 K, 

Molecular Weight 114.8241 
\Viswesser Line Notation I-GA-l&l 
Evaluation A 

5=275.1 J. mol-I. K- I 

IlH=695 J'~OI-1 
115=3.75 J·mol-I·K- I 

IlH=9682 J·mo!-l 
115=44.39 J·mol-I·K- I 

73MAS/NOV 

IlH=11046 J·mol- I 

115=42.83 J·moJ-1·K- 1 

88LEB/SMI 

!:lH=333 J·mol- l 

~5= 1.36 J. mol-I. K- l 

IlH= 10602 J. mol-I 
.15=41.1 J·mo!-I·K- 1 
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C3H9In (c) 
Trimethy!indium 
Heat Capacity 

91URYIR 

Temperature range 230 to 250 K and 355 to 408 K. 
Phase Changes 
clliq 358.7 K, IlH=14300 J'mol- l 

Molecular Weight 159.9241 
Wiswesser Line Notation l-IN-l&l 
Evaluation B 

Anomaly in the temperature range 230 to 250 K. 

C3H9N (liq) 
Trimethylamine 
Heat Capacity 280 K, 

Temperature range 12 to 280 K. 
Entropy 276.03 K, 
Phase Changes 
c/liq 

liq/g 

156.08 K, 

276.03 K, 

Moi(,(,ldar Weight "iQ 11 OR 

Wiswesser Line Notation INl&1 
Evaluation A 

C3H9N (liq) 
l-Aminopropane; n-Propylamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 59.1108 
Wiswesser Line Notation Z3 
Evaluation B 

C3H9N (liq) 
I-Aminopropane; n-Propylamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 59.1108 
Wiswesser Line Notation Z3 
Evaluation B 

l-Aminopropane; n-Propylamine 

44AST/S 

IlH=6544 J'mol- l 

115=41.93 J. mol-I. K- I 

IlH=22937 J. mol-I 
115=83.10 J. mol-I. K- I 

P= 101.325 kPa 

67SMIIGC 

71KONi" 

71VASI 

Heat Capacity 298.15 K, Cp =166.4 J·mol-I·K- J 

Temperature range 60 to 300 K. Details deposited VINITI, 
2530-71,30 Jan 1971. 

Entropy 298.15 K, 5=228.2 J·mol-I·K- 1 

Extrapolation below 60 K, 26.7 J·mol-I·K- 1• 

Phase Changes 
c/liq 188.36 K, 

Molecular Weight 59.1108 
Wiswesser Line Notation Z3 
Evaluation A(Cp),B(S) 

C3H9N (Jiq) 
l-Aminopropane; n-Propylamine 
Heat Capacity 298.15 K, 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 188.36 K, 

Molecular Weight 59.1108 
Wiswesser Line Notation Z3 
Evaluation A 

IlH=10625 J·moJ- 1 

115=56.4 J·mol-I·K- 1 

72FIN/J 

IlH=10974.2 J·mol- I 

115=58.26 J·mol-I·K- 1 
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C3H9N (liq) 
2-Aminopropane; Isopropylamine 
Heat Capacity 313 K, 

Temperature range 313 to 343 K. 
Molecular Weight 59.1108 
Wiswesser Line Notation ZYl&1 
Evaluation B 

C3H9N Oiq) 
2-Aminopropane; Isopropylamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 59.1108 
Wiswesser Line Notation ZYl&1 
Evaluation B 

C3~N (liq) 
2-Aminopropane; Isopropylamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight S9 .1108 
Wiswesser Line Notation ZYl&1 
Evaluation B 

C3H9N (liq) 
2-Aminopropane; Isopropylamine 
Heat rapaf'ity ?9& 15 K, 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 177.99 K, 

Molecular Weight 59.1108 
Wiswesser Line Notation ZY I & I 
Evaluation A 

C3HIOBrN (c) 
n-Propylammonium bromide 

50HOUIMAS 

67SMIIG002 

7 1 KUN/WAD 

72FINIMES 

AH-7324.S J. mol- J 

.605=41.15 J. mol- J
• K- J 

90GENILUB 

Heat Capacity 300 K, Cp =131.21 j·mol-I·K- J 

Temperature range 300 to 450 K. C,,(c)=59.4+0.212T+9.12X 10-5 

T2 J·mol-I·K- J (300 to 450 K). C" value calculated from equation. 
Phase Changes 
c/liq 464.6 K, 

Molecular Weight 140.0227 
Wiswesser Line Notation Z3 &EH 
Evaluation A 

C3H lOCdCI3N (c) 

Trimethylammonium trichlorocadmate 
Phase Changes 
I.:,IV/I.:,I1I 333 K, 

c,JIVc,II 365 K, 

c,Il/c,I 408 K, 

Molecular Weight 278.8877 

.6oH=13340 J'mol- J 

.605=28.72 J. mol-I. K- I 

92HOUIDUN 

[).H= 150 J. mol ) 
.605=0.45 J·mo)-I·K- J 

LlH=420 J'moI- 1 

.605=1.15 ]·mo)-I·K- 1 

.6oH=35 J·mol- I 

.605=0.086 J·mol-I·K- l 

Wiswesser Line Notation INI&l &GH .CD G2 
Evaluation A 

Only the transition at 333 K is reversible. It shows considerable thermal 
hysteresis. 

C3HION2 (Jiq) 
Trimethy Ihydrazine 
Heat Capacity 292.15 K, 

Temperature range 12 to 294 K. 
Entropy 292.15 K, 
Phase Changes 
clliq 201.24 K, 

liq/g 292.15 K, 

Molecular Weight 74.1254 
Wiswesser Line Notation INl&Ml 
Evaluation A 

55AST/ZOL 

.6oH=9485 j·mol- I 

.605=47.13 J·mol-I·K- I 

.6oH=33259 J·mo!-I 

.605= 113.84 J. mol-I. K- 1 

P=19.83 kPa 

Corrected for 2 mole % unsym-dimethylhydrazine. 

75MESIFIN 
1,2-Diaminopropanc; 1,2-Propum::ali<1ll1iuc 

Heat Capacity 298.15 K, Cp =205.64 J·mol-1·K- 1 

Temperature range 11 to 368 K. 
Entropy 298.15 K, 5=247.27 J. mol-I. K- I 

Includes:;.77 J. mol I. K I for mlxmg ot V and L isomers. 
Phase Changes 
c,Wc,! 

c,Vliq 

222.0 K, 

236.53 K, 

Molecular Weight 74.1254 
Wiswesser Line Notation ZY 1 & I Z 
Evaluation A 

.6oH=67.4 J·mol- I 

~S=0.304 J·mo\-I·K- I 

.6oH=18422.6 j·mol- I 

.605=77.89 J. mol-I·K- 1 

rJHlONZO" (c) 88SClIlEIS 
Isopropylamine nitrate 
Phase Changes 
clliq 346.6 K, t:.H= 15876 J. mol-I 
Molecular Weight 122.1236 
Wiswesser Line Notation ZYI&1 &WNQ 
Evaluation A 

C3H12BN (c,III) 
Trimethylamineborane 0' 

Heat Capacity 298.15 K, 
Temperature range 12 to 390 K. 

Entropy 298.15 K, 
Phase Changes 
c,IIVc,II 350.1 K, 

c,Wc,! 360.4 K, 

c,lIliq 368.70 K. 

Molecular Weight 72.9445 

70FlNrrOD 

C,l = 173.76 J. mol-I. K- 1 

.6oH=2535 J·mo!-I 

.605=7.24 J. mol-I. K- t 

.6oH=594 J·mol- I 

t:.5=16.48 j·mol-I·K- 1 

AH=4Q47? J.mo]-I 

~5=13.42 J·mol-I·K- 1 

Wiswesser Line Notation IN1&1 &BHHH 
Evaluation A 

C3H12CdCI4N2 (c) 88ABE/CHH 
Propyldiammonium cadmium tetrachloride 
Heat Capacity 298.15 K, 

Temperature range J 0 to 320 K. 
Entropy 298.15 K, 5=351.94 J. mo/- I . K- I 

Molecular Weight 330.3632 
Wiswesser Line Notation Z3Z &GH 2 .CD G2 
Evaluation A 

Magnetic transition around 50 K. 
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C3HuCl4MnN2 (c) 85CHHlBOC 
Propyldiammonium manganese tetrachloride 
Heat Capacity 298.15 K, C p =298.6 J. mol-I. K- I 

Temperature range 10 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c,llI/c,1I I1H=71O J·mol- I 

115=2.4 J·mol-1·K- J 

DSC study yields I1I1H=725 J·mol-I·K- 1 at 305 K. 

307.6 K, 

c,Hlc,I 336 K, ~ff=640 J. lUlJl-' 

LlS=1.90 !·mol-I·K- I 

From DSC study. 
Molecular Weight 272.8912 
Wiswesser Line Notation Z3Z &GH 2 .MN G2 
Evaluation A 

A magnetic transition is observed in the temperature range 45 to 65 K. 

C3H 12N60 3 (c) 40HUFIELL 
Guanidine carbonate 
Heat Capacity 298.1 K, Cp =2SS.'il>6 J·mol-1·K- I 

Temperature range 86 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=295.35 J. mol-I. K- I 

Extrapolation below 90 K, 93.35 J·mo!-l·K- 1 

Molecular Weight 121.0956 
Wiswesser Line Notation ZYZUM 2 &QVQ 
Evaluation A(Cp ), C(S) 

C3H12N6S3·CCl4 (c) 90SEKJMAT 
Thiourea carbon tetrachloride inclusion compound 
Heat Capacity 298.15 K, Cp =3S4.2 J·mol-I·K- I 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,llI/c,n 

c,IUc,I 

41.3 K, 

67.17 K, 

Molecular Weight 3S2,1110 

5=546.6 J. mol-I. K- 1 

I1H=149 J·mol- I 

115=3.7 ]·mol-I·K- I 

.:1H;::241 ]·mol-1 

LlS=3.9 J. mol-I. K~\ 

Wiswesser Line Notation ZYZUS 3 GXGGG 
Evaluation A 

C3HI6B3N (c) 
Trimethy[amine-triborane 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 
Entropy 298. 15K, 
Phase Changes 
c.Il/d 209.6 K, 

Lambda-type transition, 
Molecular Weight 98.5961 

59LEVIWES 

~H=3528.8 J. mol-I 

~S=16.74 J'mol-I·K- J 

Wiswesser Line Notation INl&l &B3H7 
Evaluation A 

C3HlsBi2CIljN3 (c I 92BELIMOK 
Tris( melhy lammonium Inonachlorodibismuthate 
Phase Changes 
c.IlIJcJl 2..+7 K. 

c.II/cJ 349 K 
Molecular Weight 833.2331 

.lH=854 j·mol- 1 

..lS =3,46 j. mOr-l. K- 1 

Wiswesser Line Notation Zli& 1 3 -BI- 2. Q 9 

Evaluation A 

C3LaN3S3·7H10 (e) 91TAN/J 
Lanthanum isothioeyanate heptahydrate 
Heat Capacity 298.15 K, Cp =537.07 J. mol-I. K- 1 

Temperature range 13 to 300 K. 
Entropy 298.15 K, S=606.17 J·mo}-I·K- 1 

Molecular Wdghl439.24.30 

Wiswesser Line Notation SCN-LA-NCS&NCS &QH 7 
Evaluation A 

C3N3NdS3 ·7H20 (c) 911ANll 
Neodymium isothiocyanate heptahydrate 
Heat Capacity 298.15 K, Cp =551.74J.moJ- I .K-1 

Temperature range 13 to 300 K. 
Entropy 298.l5 K, S=608.13 J·mol-I·K- 1 

Molecular Weight 444.5795 
Wiswesser Line Notation SCN-ND-NCS&NCS &QH 7 
Evaluation A 

C3N3PrS3·'7H20 (c) 91TANfl 
Praseodymium isothiocyanate heptahydrate 
Heat Capacity 298.15 K. Cp :=540.80 J. mol-I. K- I 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 5:=613.41 J. mol-I, K- I 

Molecu\ar Weight 44\.2412 
Wiswesser Line Notation SCN-PR-NCS&NCS &QH 7 
Evaluation A 

C3N3S3Sm·6HzO (c) 91TANIl 
Samarium isothiocyanate hexahydrate 
Heat Capacity 298.15 K, Cp =:::465.92 J. mo{-l, K- J 

Temperature range 13 to 300 K. 
Entropy 298.l5 K, S~543.11 J·mol-I·K- 1 

Molecular Weight 432.7243 
Wiswesser Line Notation SCN-SM-NCS&NCS &QH 6 
Evaluation A 

C3N3SJYb·6H20 (c) 9ITANI 
Yttcrbiunl isothiocyanute hexahydrate 

Heat Capacity 29.8.t5 K, Cp :=456.14 )·mo}-(· K- 1 

Temperat~re range 13 to 300 K. 
Entropy 298.15 K. S=521.86 J. mo{-I, K- 1 

Molecular Weight 455.3643 
Wiswesser Line Notation SCN-YB-NCS&NCS &QH 6 
Evaluation A 

C 3N3S3Y·6H20 (e) 91TANJ 
Yttrium isothiocyanate hexahydrate 
Heat Capacity 298.15 K, 

Temperature range 13 to iO() K 

Entropy 298.15 K, 5:::::511.57 J. mol-i. K- I 

Molecular Weight 371.2302 
Wiswesser Line Notation SCN-Y-NCS&NCS &QH 6 
Evaluation A 

C"Br2CI2F6 (liq) 
1,.4-Dibromo-2.3-dichlorohexafjuorobutane 

88SVC 

Heat Capacity 298.16 K, Cp =298.5 J·mol- ' · K- 1 

Temperature range 298.15 to 318.15 K Cp (J·n 
K- 1)=215.6+0.278 (T/K) (298 to 318 K). 

Molecular Weieht 392.7484 
Wiswesser Line Notation FXFEXGFXGFXFFE 
Evaluation A 
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C4Fg (liq) 54FURIMCC 
Freon C318; Octafluorocyclobutane 
Heat Capacity 268.52 K, Cp =209.77 J·moF"I·K- I 

Temperature range 17 to 270 K. Value is un smoothed experimental 
datum. 

Entropy 261..25 K, S=o=291.1 J·mol-I·K- I 

Phase Changes 
Solid state transitions at 141.3 K, 174.6 k, 214.84 K, and 216.99 K. No 
enthalpies of transition reported, entropy changes calculated from 
integration of total heat input and temperature measurements. 
Anomalous heat capacity region about 97 K. 

c,l/liq 232.96 K, IlH=2768.2 J. mol- I 

IlS= 11.89 J. mol-I. K- I 

liq/g 261.25 K, IlH=23721 J'mol- I 

IlS=90.80 J. mol-I. K- I 

P=78.78 
Molecular Weight 200.0312 
Wiswesser Line Notation L4TJ AF AF BF BF CF CF DF DF 
Evaluation A 

C4Fg (liq) 82PON 
Freon C318; Octafluorocyclobutane 
Heat Capacity 296.41 K, Cp =222.4 J .. mol-I .. K- I 

Temperature range 240 to 340 K. Value is unsmoothed experimental 
datum: Cp given as 1.112 J.g-I·K- I. 

Molecular Weight 200.0312 
Wiswesser Line Notation L4TJ AF AF BF BF CF CF DF DF 
Evaluation B 

83CAMIDIA 
n-Perfluorobutane 
Heat Capacity 293 K, Cp =127.2 J·mol-I·K- 1 

Calculated value from Sargent, J.W. et at., Amer. Soc. Test Mater. 
Spect. Tech. Bull. 346:51, 1964. 

Molecular Weight 238.0280 
Wiswesser Line Notation FXFFXFFXFFXFFF 
Evaluation C 

C4H2N20 4 (c) 

Alloxan 
35STIIHUF 

Heat Capacity 297.2 K, Cp =153.01 J·mol-I·K- 1 

Temperature range 85 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=153.0 J·mol-I·K- I 

Extrapolation below 90 K, 55.02 J. mol-I. K- 1 

Molecular Weight 142.0708 
Wiswesser Line Notation T6MVMVVVJ 
Evaluation B(Cp)'C(S) 

C4H20 3 (c) 
Maleic anhydride 

Phase Changes 
clliq 

52SPEITAM 

325 K. 

Molecular Weight 98.0580 
Wiswesser Line Notation T5VOVJ 
Evaluation C .. 

C4H20 3 (c) 

Maleic anhydride 
Phase Changes 
c/liq 326.00 K, 
Molecular Weight 98.0580 
Wiswesser Line Notation T5VOV] 
Evaluation A 

LlH= 12930 J. mol-I 

.:15=39.8 J·mol-1·K-1 

57MAS 

~ H = 13648 ]. mol- I 

C4H20 3 (c) 
Maleic anhydride 
Heat Capacity 298.15 K, 

Temperature range 298 to 480 K. 
Phase Changes 
cftiq 325.64 K, 

Molecular Weight 98.0580 
Wiswesser Line Notation T5VOVJ 
Evaluation D 

C4H20 3 (c) 

Maleic anhydride 

78MARlCI02 

~H=1216~ l·mo\-I 
as=37.6 J. mol-I. K- I 

83DEWIDEK 

Heat Capacity 300 K, Cp =119.9 J·mol-I·K- I 

Temperature range 90 to 350 K. Linearly extrapolated. 
Phase Changes 
clliq 325.72 K, 

Molecular Weight 98.0580 
Wiswesser Line Notation T5VOVJ 

aH= 13550 J. mol-I 
as=41.6 J·mol-I·K- I 

Evaluation B(Cp)' A(Phase changes). 

C4H20 3 (c) 

Maleic anhydride 
Heat Capacity 310 K, 

Temperature range .3UU to 4)U K. 

Phase Changes 
c/liq 325.3 K, 

Molecular Weight 98.0580 
Wiswesser Line Notation T5VOVJ 
Evaluation B 

C4Hz0 4 (c,Il) 
Squaric acid 

83DEW/OFF 

aH= l3600 J. mol-I 
as=41.8 J. mol-I. K- I 

79BARIHEL 

Heat Capacity 300 K, Cp =121 J·mol-I·K- I 

Temperature range 300 to 420 K. Data graphically only. 
Phase Changes 
c,II/c,I 373.57 K, 

Molecular Weight 114.05'14 

IlH=347 ]. mol-I 
as=0.93 J. mol-I. K- I 

Wiswesser Line Notation L4VVJ CQ DQ 
Evaluation B 

C4H 20 4 (c) 

Squaric acid 
Heat Capacity 315 K, 

Temperature range 300 to 450 K. 
Phase Changes 
c,II/c,I 372.2 K, 

Molecular Weight 114.0574 

83DEW/OFF 

aH=300 J. mol-I 
as=0.8 ]. mol-I. K- I 

Wiswesser Line Notation L4VVJ CQ DQ 
Evaluation B 

C4H3BrS (Jiq) 
2-Bromothiophene 
Phase Changes 
c .. IIIIliq 19fi2 K, 

c,II1liq 200.3 K, 

c,I/liq 203.9 K, 

Molecular Weight 163.0317 
Wiswesser Line Notation T5S] BE 
Eyuluution A 

92GON/SZW 

AH=6290 J.mol- I 

IlS=32.1 J. mol-I. K- 1 

IlH=6500 J·mol- I 

as=32.5 J. mol-I. K- I 

IlH=7580 ]·mol- I 

~S=31.1 J·mo\-I ·K- l 
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C4H3BrS (liq) 
2-Bromothiophene 
Heat Capacity 298.15 K, 

Temperature range 4 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I ·55.3 K, 

c,I/liq 205.30 K, 

Molecular Weight 163.0317 
Wiswesser Line Notation T5SJ BE 
Evahiation A 

T(glass)= 120 K. 

C4H3CIS (liq) 
2-Chlorothiophene 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 201.30 K, 

Molecular Weight 118.5807 
Wiswesser Line Notation T5SJ BG 
Evaluation A 

T(glass)= 164, 186 K. 

C4H3CI30S (liq) 
Methyl trichlorothioacrylate 
Heat Capacity 298.15 K, 

Temperature range 15 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 286.25 K, 

Molecular Weight 205.4861 
Wiswesser Line Notation GYGUYGVS 1 
Evaluation A 

C4H3Cu (c) 
Copper vinylacetylenide 
Heat Capa~ity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Molecular Weight 114.6137 
Wiswesser Line Notation -CU-IUU2Ul 
Evaluation A 

C4H3Fs03 Oiq) 

93FUJ/OGU 

~H=13.9 J·mol- I 

1l5=0.251 J. mol-I. K- I 

~H=7903 J·mol- I 

~5=38.43 J·mol-I·K- I 

93FUJ/OGU2 

~H=8966 J·mol- I 

~5=44.54 J. mol-I. K- I 

80SHAlLYU 

6.H=20370 J·mol- I 

6.5=71.2 J. mol-I. K- I 

82BYKJLEB 

84GOLIKOL 
O'-(Triftuoromethoxy )-0', O'-diftuoromethyl acetate 
Phase Changes 
c/liq 167.4 K, 

Molecular Weight 194.0579 

6.H=8510 J·mol- I 

~5=50.8 J. mol-I. K- I 

Wiswesser Line Notation FXFFOXFFVO 1 
Evaluation A 

C4H30 4K (c) 88FUKlMAT 
Potassium hydrogen cis-butenedioate; Potassium hydrogen maleate 
Heat Capacity 298.15 K, C,,=159.26 j·mol-I·K- I 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 5=195.94 j·mol-I·K- I 

Molecular Weight 154.1636 
Wiswesser Line Notation QVIUIVO & K-C 
Evaluation A 

C4H30 4K (c) 88FUKl1' 
Potassium hydrogen trans-butenedioate; Potassium hydrogen fumarat 
Heat Capacity 298.15 K, Cp = 156.44 J. morl. K- I 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 5=185.98 J·mol-I·K- I 

Molecular Weight 154.1636 
Wiswesser Line Notation QVIUIVO & K-T 
Evaluation A 

C .. H .. KN~06·4HzO (c) 38HIC/H 

Sodium potassium tartrate tetrahydrate; Rochelle salt; Potassium sod 
tartrate tetrahydrate 
Heat Capacity 300 K, Cp =389.1 J·mol-I·K- 1 

Temperature range 15 to 340 K. 
Phase Changes 
c,II/c,I 328.78 K, 6.H=42752 J·mol- I 

6.5= 130.0 J. moI- 1• K- 1 

Molecular Weight 282.2209 

Wiswesser Line Notation OVYQYQVO .K .NA &QH4 
Evaluation B 

C4H4KNa06·4H20 (c) 38' 
Sodium potassium tartrate tetrahydrate; Rochelle salt; Potassium sod 
tartrate tetrahydrate 
Heat Capacity 298.15 K, Cp =385.9 J. mol-I. K- I 

Temperature range 243 to 303 K. Cp(c) = 1.290+0.0031t1°C Jig (24 
303 K), large single cystals. C p(298.15 K)=387.8 J/mol 
Cp = 1.289+0.0034tfDC Jig (243 to 303 K), crystalline powder. 

Molecular Weight 282.2209 
Wiswesser Line Notation OVYQYQVO .K .NA &QH4 
Evaluation B 

78TAT/iI 
Sodium potassium tartrate tetrahydrate; Rochelle salt; Potassium soc 
tartrate tetrahydrate 
Heat Capacity 298.15 K, Cp =386.13 j. mol-I. K- 1 

Temperature range 190 to 308 K. 
Molecular Weight 282.2209 
WilSweslSec Line Nutatiun OVYQYQVO .K .NA &QH4 

Evaluation A 

C4H4KNa06·4H20 (c) 93DEY/~ 

Sodium potassium tartrate tetrahydrate; Rochelle salt; Potassium SOl 

tartrate tetrahydrate 
Phase Changes 
c,IV/c,III 
c,III/c,II 

212 K 
256 K 

c,II/c,I 297 K 
Molecular Weh!ht 282.2209 
Wiswesser Line Notation OVYQYQVO .K .NA &QH4 
Evaluation A 

Anomalous transitions observed at three temperatures with PO! 

directions of heat capacity peaks. 

91 
Poly-L-aspanic acid, sodium salt 
Heat Capacity 300 K, Cp =150.8 j·mol-I·K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 137.0703 
Wiswesser Line Notation I*V1 YVO &-NA- &M*I -L 
Evaluation B 
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(C4H4NNa03)n (c) 93ROLIXEN 
Poly-L-aspartic acid, sodium salt 
Heat Capacity 300 K, 

Temperature range 230 to 390 K. 
Molecular Weight 137.0703 
Wiswesser Line Notation /*Vl YVO &-NA-&M*/ -L 
Evaluation B 

C4H 4N2 (c,I) 

Succinonitrile: 1.4-Butanedinitrile 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,1 233.3 K, 

c,IIliq 331.16 K, 

Molecular Weight 80.0890 
Wiswesser Line Notation NC2CN 
Evaluation A 

C4H4N2 (c) 

S uccinonitrile; 1,4-B utanedinitrile 
Phase Changes 
clliq 334 K, 

Molecular Weight 80.0890 
Wiswesser Line Notation NC2CN 
Evaluation B 

C 4H4N2 (c,III) 

Pyrazine 

63WUL/WES 

AH=6199.4 J·mol- I 

AS=26.57 J·mol-I·K- I 

AH=3703.3 J. mol- I 

AS-11.18 J-mol-I-K-I 

87RAIISIN 

AH=3704 J·mol- I 

AS=I1.1 J·mol-I·K- I 

79BOY/COM 

Heat Capacity 298 K, Cp =180 J·mol-I·K- I 

Temperature range 295 to 312 K. Data graphically only. 
Phase Changes 
c,IIlIc,II 

e,We,1 

300.6 K, 

310 K, 

Molecular Weight 80.0890 
Wiswesser Line Notation T6N DNJ 

AH=969 J·mol- I 

AS=3.22 J·mol-I·K- I 

A//-60 J'mol- I 

AS=0.2 J. mol-I. K- I 

Evaluation C(Cp)' B(Phase changes) 

C4H4N20 2 (c) 

Uracil 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weieht 112.0878 
Wiswesser Line Notation T6MVMVJ 
Evaluation B 

C4H4N20 3 (c) 
Barbituric acid 
Heat Capacity 298.15 K, 

Temperamre range 90 w 300 K. 

78KIL4 

85KOSIISM 

Entropy 298.15 K, S=157.6 J·mol-I·K- 1 

Extrapolated below 90 K. 
Molecular Weight 128.0872 
Wiswesser Line Notation T6VMVMV FHJ 
Evaluation B(Cp ), C(S) 

C4H4N20 3 (c) 90S0LIKAB 
Barbituric acid 
Heat Capacity 298.15 K, Cp =141.1 J·mol-I·K- 1 

Temperature range 10 to 450 K. Cp (c)=25.67+0.3361T+3.382 
x 1O-4T2-5.64X1O-7T3 J. mol-I·K- I (200 to 450 K). 

Entropy 298.15 K, S= 157.3 J. mol-I. K- I 

Molecular Weight 128.0872 
Wiswesser Line Notation T6VMVMV FHJ 

Evaluation A 

C4H4Na204 (c) 55STRlGAN 
Sodium succinate 
Heat Capacity 300.43 K, C p = 172.5 J. mol-I. K- I 

Temperature range 69.77 to 300.43 K. Un smoothed experimental 
datum. 

Entropy 298 K, S=211.7 J. mol-I. K- I 

Molecular Weight 162.0527 
Wiswesser Line Notation OV2VO &-NA-2 

Evaluation B 

C4H40 (Iiq) 
Furan 
Heat Capacity 298.15 K, 

Temperature range 11 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,1 150.0 K, 

c,IIliq 187.55 K, 

liq/g 298.15 K, 

Molecular Weight 68.0750 
Wiswesser Line Notation T50J 
Evaluation A 

~i~-2-Bult:Ilt:uiuil.; adu; Malt:ic acid 

52GUT/SCO 

AH=2046.8 J·mol- I 

AS=13.65 J·mo!-I·K- I 

AH=3802.4 J'mol- I 

AS=20.27 J·mo!-I·K- I 

AH=27451 J·mol- I 

AS=92.07 J·mol-I·K- I 

P=79.934 kPa 

30PARlHUF2 

Heat Capacity 294.4 K, Cp = 135.6 J. mol-I. K- 1 

Temperature range 9.1 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=159.4 J·mol-I·K- 1 

Extrapolation below 90 K, 50.63 J·mol-I·K- 1• 

Molecular Weight 116.0732 
Wiswesser Line Notation QV 1 U I VQ -C 
Evaluation B(Cp)'C(S) 

trans-2-Butenedioic acid; Fumaric acid 
30PARJHUF2 

Heat Capacity 297.1 K, Cp =141.8 J·mol-I·K- I 

Temperature range 91 to 297.1 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=166.1 J·mol-I·K- 1 

Extrapolation below 90 K, 51.51 J. mol-I. K- I. 
Molecular Weight 116.0732 
Wiswesser Line Notation QVIUIVQ -T 

Evaluation B(Cp)'C(S) 
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C4H40 4 (c,1I) 
Glycolide; 1,4-Dioxane-2,5-dione 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 550 K. 
Entropy 298.15 K, 
Phase Changes 
c,IVc,! 312.1 K, 

c,l/lig 356.2 K, 

Molecular Weight 116.0732 

77LEBIEVS2 

dH=1840 J·mol- I 

dS=5.90 J·mol- 1·K-1 

dH=14800 J·mol- I 

dS=41.5 J. mol-I. K- I 

Wiswesser Line Notation T60V DOVTJ 
Evaluation A 

C4H 40 4 (c,1I) 78EVSIBEL 
Glycolide; 1,4-Dioxane-2,5-dione 
Heat Capacity 298.15 K, Cp=133.2 J·mol- I·K- I 

Temperature range 14 to 350 K. Complete data deposited in VINITI, 
No. 2144-77, 2 June 1977. 

Entropy 298.15 K, 
Phase Changes 
c,IVc,1 

c,l/lig 

312.1 K, 

356.2 K, 

Molecular Weight 116.0732 
Wiswesser Line Notation T60V DOVTJ 
Evaluation B 

C4H40 4 (c,1I) 
Glycolide; 1,4-Dioxane-2,5-dione 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 550 K. 
Entropy 298.15 K, 
Phase Changes 
c,IVc,! 312.1 K, 

c,l/liq 356.2 K, 

Molecular Weight 116.0732 
Wiswesser Line Notation T60V DOVTJ 
Evaluation A 

dH= 1810 J. mol-I 
dS=5.80 J. mol-I. K- I 

dH=14800 J·mol- I 

dS=41.5 J. mol-I. K- I 

78LEBIYEV 

dH=181O ]'mol- I 

dS=5.80]· mol-I. K- I 

dH=14800 ]'mol- ' 
d5=41.5 ]·mol-I·K- I 

Data also given for metastable crystalline phase, c,I' at 298.15 K: 
137.0 ]·mol- I·K- I and S 0:;:::163.1 ]'mol- 1 K- 1• 

C4H40 4 (c,II) 
Glycolide; 1,4-Dioxane-2,5-dione 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
c,lI/c,I 312.1 K, 

c,1/1ig 356.2 K, 

Molecular Weieht 116.0732 
Wiswesser Line Notation T60V DOVTJ 
Evaluation A 

88LEB/KUL 

dH= 1840.0 J. mol-I 
d5=5.90 J. mol-I. K- I 

dH= 14800 J. mol- I 

.1S=41.49 J. mol-I. K- I 

C4H40 4 (c) 82LEB/KUL 
Ethylene oxalate 
Heat Capacity 298.15 K, 141.9 ]·mol-I·K- I 

Temperature range 8 to 330 K. 
Entropy 298.15 K, 5""149.7 ]·mol-I·K- 1 

Molecular Weight I 16.0732 
Wiswesser Line Notation T60VVOTJ 
Evaluation A 

.1 Phv~ r.hpm. Ref. D~ta. Vol. 25. No.1. 1996 

C4H 40 4 (c) 
Ethylene oxalate 
Heat Capacity 298.15 K, 

Temperature range 8 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
cllig 415 K, 

Molecular Weight 116.0732 
Wiswesser Line Notation T60VVOTJ 
Evaluation A 

(C4H40 4)n (c) 
Polyg1ycolide 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 550 K. 
Entropy 298.15 K, 
Phase Changes 
c/lig 501 K, 

Molecular Weight 116.0732 
Wiswesser Line Notation I*VI0VI0*1 
Evaluation A 

T(glass)=318 K. 

(C4H40 4)n (gls) 
Poly glycol ide 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 550 K. 
Entropy 298.15 K, 
Phase Changes 
cllig 501 K, 

Molecular Weight 116.0732 
Wiswesser Line Notation I*VIOVIO*I 
Evaluation A 

T(glass)=318 K. 

82LEBIK 

.1H= 13400 J. mol-I 
dS=32.29 J·mol- I ·K- I 

77LEBIE 

dH=23500 J. mol-I 
.1S=47 J·mol-I·K- 1 

78LEBI 

.1H=23500 J·mol- I 

.1S=47 J·mol- 1·K- 1 

(C4II40 4)n (gl:s) 82LDD/I< 

Polyethylene oxalate 
Heat Capacity 298.15 K, C p= 129.1 J. mol-I. K- I 

Temperature range 8 to 360 K. 
Elllrupy 298.15 K, S=163.5 J·mol-1·K- 1 

Molecular Weight 116.0732 
Wiswesser Line Notation /*VV020*1 
Evaluation A 

T(gIass)=306 K. 

C.1RtS (Iiq) 34JAC 
Thiophene 
Heat Capacity 289.3 K, 123.22 ]. mol-I. K-

Temperature range 93 to 294 K. Data for solid, 90 to 237 K, not 
(table omitted. apparently). Value is unsmoothed experimental d: 

Entropy 298.1 K, S=176.6J·mol- I·K- 1 

Details of extrapolation below 90 K not given. Scatter in data fOl 
introduce uncertainty. Value good to about 4 ]. mol-I. K - I. 

Phase Changes 

c,II1c,I 

c,l/lig 

171.1 K, 

233.7 K, 

Molecular Weight 84.1356 
Wiswesser Line Notation T5S] 
Evaluation B(Cp)'C(S) 

.1H=1209 J·mol- I 

.15=7.1 J. mol-I, K- 1 

6.H =4966 ]. mol-I 
~S-21.3 J mol-I K-I 
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C4H4S (liq) 
Thiophene 

49WAD/KNO 

Heat Capacity 297.45 K, Cp =123.85 J·moI-1·K- 1 

Temperature range 11 to 336 K. Value is unsmoothed experimental 
datum. 

Entropy 
Phase Changes 
c,JIIc,! 

298.15 K, 

171.6 K, I1H=637.6 J. mol- 1 

I1S=3.72 J·mol-1·K- 1 

Anomalous heat capacity 100 to 150 K. Apparently two second order 
transitions at about 112, 138 K, with small energies involved. 

c,1I1iq 234.95 K, dH=5086.I J·mol- I 

dS=21.65 J·mo!-I·K- 1 

Molecular Weight 84.1356 
Wiswesser Line Notation T5SJ 
Evaluation A 

C4H4S (c) 82ANDIDWO 
Thiophene 
Heat Capacity 

Temperature range 50 to 200 K. Data graphically only in the region of 
the phase transitions. 

Phase Changes 
c,V/c,IV 111.3 K 
c,IY/c.lII 136.8 K 
c,llI/c,II 170.5 K 
c,II1c,I 174.5 K 

Molecular Weight 84.1356 
Wiswesser Line Notation T5SJ 
Evaluation A 

C4H4S (c) 84FIG/SZW 
Thiophene 
Heat Capacity 

Temperature range 14 to 300 K. Data given graphically only. 
Phase Changes 
c,V'/c,IV' 90.76 K 

Metastable transition. 
c,IY'/c,III' 139.2 K 

Metastable transition. 
c.V/e,IV 112.35 K 
c,IV/C,III 13~U K 
c,IIlIcJI 170.70 K 
c,IIic,I 175.03 K 

c.IIIiq 235.03 K 
Molecular Weight 84.1356 
Wiswesser Line Notation T5SJ 
Evaluation A 

C-tH4S OiqJ 
Thiophene 
Heat Capacity 298.14 K 

"temperature range 1J to JDU 1<.... 

datum. 
Entropy 298.15 K, 

Phase Changes 
c, V Ic,III 44 -170 K, 

c.IIIIdI 

c.II'Ie.! 

c.II"/c.II I Ic.IIIcJ 
c.IIliq 

170.70 K. 

37-216K. 

235.02 K. 

~Iolecular Weight 84.1356 
Wis,,,esser Line Notation TSSJ 
Evaluation A 

85FIG/SZW 

122.40 J·mol-i·K- 1 

Value IS un smoothed expenmental 

;lH==428 j·mol- I 

~S =4.0 J. mol-I. K-! 

).H=809.7 J. mol-I 

~S=4.74 J·mor-I·K- 1 

~H= 1836 J. mol-I 
~S=I5.0 j·moI-J·K- 1 

~H=5040 J·mo!"-I 
~S=21.43 J·mol-I·K-: 

C4H4Se (liq) 

Selenophene 
Phase Changes 
c,IIlIc,n 122.7 K, 

c,Il/c,l 192.8 K, 

c,Vliq 240.2 K, 

c,I31c,l2 125.54 K, 

Metastable phase. 
c,I21c,Il t 55.4 K, 

Metastable phase. 
Molecular Weight 131.0356 
Wiswesser Line Notation T5-SE-J 
Evaluation A 

91DWO/SZW 

I1H==304 J·mo!-l 
AS=2.48 J·mol-I·K- 1 

AH=1106 J-rnol- I 

I1S=5.73 ]·mol-I·K- I 

AH=4584 ]·mol- I 

I1S= 19.1 J. mol-I. K- 1 

AH=702 ]·mol- I 

I1S=5.59 I-mol- I • K- 1 

AH=t003 J'mol- I 

I1S=6.45 J·mol-1·K- I 

C4HsCIHgN3 (c) 91ZAN/CHA 
Ethylammonium dicyanochloromercurate (II) 
Phase Changes 
c,Il/c,I 252 K, A.H=2650 J·rno\-I 
Molecular Weight 331.1466 
Wiswesser Line Notation 2ZH .HG CN 2 G 
Evaluation A 

C4HsCI02 (c) 28SKAlSAX 
cis-3-Chloro-2-butenoic acid; ,B-Chloroisocrotonic acid 
Heat Capacity 298 K, Cp =140.2 J·mol-t·K- 1 

Temperature range 295 to 394 K. Equations only. 
Phase Changes 
clliq 333.7 K, 

Molecular Weight 120.5353 
Wiswesser Line Notation QV 1 UYG 1 -C 
Evaluation C 

C4HsCI02 (c) 

dH=1381O J·mol- I 

AS=41.1 J. mol-I. K- 1 

28SKNSAX 
trans-3-Chloro-2-butenoic acid; ,B-Chlorocrotonic acid 
Heat Capacity LYl:S K, Cp= 159.8 J. mol-I. K- t 

Temperature range 295 to 394 K. Equations only. 
Phase Changes 
c/liq 366.8 K. 

Molecular Weight 120.5353 
Wiswesser Line Notation QVIUYGl -T 
Evaluation C 

I1H=20710 J. mol-I 
dS=56.5 J·mol-I·K- 1 

C4HsCI03 (liq) 76MASIPET 
4-Chloromethyl-l,3-dioxolan-2-one 
Heat Capacity 298 K, Cp =248 J·mol-I·K- I 

Temperature range 200 to 320 K. Data graphically only. Value 
estimated from graph. 

Molecular Weight 136.5347 
Wiswesser Line Notation TSOVOTJ DIG 

Evaluation D 

C-tHsCI30 (liq) 1881REI 
2,2,3-Trichlorobutanal; Butylchloral 

Heat Capacity 298 K, Cp =241.8 J·mol-I·K- 1 

Temperature range 291 to 457 K. 
Molecular Weight 175.4419 
Wiswesser Line Notation VHXGGYG I 
Evaluation D 
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C4HsCi30 2 (liq) 
Ethyltrichloroacetate 
Heat Capacity 298 K, 

Temperature range 289 to 457 K. 
Molecular Weight 191.4413 
Wiswesser Line Notation GXGGV02 
Evaluation D 

1881REI 

C4HsN (liq) 71HALIBAL 
Cyclopropyl cyanide; Cyanocyclopropane 
Heat Capacity 297 K, C p -115.4 J mol- I K-I 

One temperature. 
Molecular Weight 67.0902 
Wiswesser Line Notation L3TJ ACN 
Evaluation C 

2-Methylpropenenitri1e: Methacry10nitrile 
87MIRJSHA 

Heat Capacity 298.15 K, Cp =126.3 J·mo1- I·K- I 

Temperature range 253 to 353 K. Unsmoothed experimental datum 
given as 1.863 kJ/kg·K at 293 K. Cp (liq)=2.2117 +0.0056352T/K 
+ 1.52X 1O-5T2/K2 kJ/kg· K (253 to 353 K). Note, second coefficient 
should be negative. 

Molecular Weight 67.0902 
Wiswesser Line Notation NCYl&Ul 
Rv~llI~tion (' 

C4HsN (Iiq) 
Pyrro1e 
Heat Capacity 298.15 K, 

Temperature range 11 to 365 K. 
Entropy 298.15 K, 
Ph~se Ch~nges 

c/liq 249.74 K, 

Molecular Weight 67.0902 
Wiswesser Line Notation T5MJ 
Evaluation A 

C4HsNO (liq) 

j3-CyanopropionaJdebyde 
Heat Capacity 300 K, 

Temperature range 55 to 300 K. 
Phase Changes 
c,IVc,I 140 K 
c,I11iq 230 K 
Molecular Weight 83.0896 
Wiswesser Line Notation VH2CN 
Evaluation C 

67SCOIBER 

IlH=7907.8 J·mol- I 

IlS=31.66 J·mol-I·K- I 

79 DZHlKAR 

CHsNO (JiG) 81 MUS/GAN 
a-Cyanopropiona\dehyde 
Heat Capacity 300 K, C p =169.5 J·mo!-I·K- I 

Temperature range 220 to 370 K. C p given as 2040 J. kg -I. deg -I. 
Molecular Weight 83.0896 
Wiswesser Line Notation VHY I &CN 
Evaluation C 

Succinimide 
41SAT/SOG4 

Heat Capacity 323 K, Cp =131.4 ]·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 99.0890 
Wiswesser Line Notation T6VMVTJ 
Evaluation C 

Same data in 40SAT/SOG5. 

89STE/C 
Succinimide 
Heat Capacity 298.15 K, Cp =123.88 J·mol-I·K- 1 

Temperature range 305 to 495 K. CsatIR(c)=0.0438T+ 1.87 (30 
355 K); CsatIR(Iiq)=0.0265T+ 13.38 (405 to 495 K). 

Phase Changes 
clliq 400 K, IlH = 17000 J. mol- I 

Molecular Weight 99.0890 
Wiswesser Line Notation T6VMVTJ 
Evaluation B 

C4HsNS (liq) 
Allyl isothiocyanate 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 99.1502 
Wiswesser Line Notation SCN2U J 
Evaluation D 

C4HsNS (liq) 
2-Methylthiazole 
Heat Capacity 298.15 K, 

Temperature range 5 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c,I11iq 248.42 K, 

c,II11iq 246.5 K, 

Metastable crystal form. 
Molecular Weight 99.1502 
Wiswesser Line Notation T5N CSJ B 1 
Evaluation A 

C4HsNS (liq) 
2-Methylthiazole 
Heat Capacity 298.15 K, 

Temperature range 15 to 298 K. 
Entrupy 298.15 K, 

Phase Changes 
c,I11iq 248.43 K, 

c,IIIliq 246.53 K, 

Molecular Weight 99.1502 
Wiswesser Line Notation T5N CS] B I 
Evaluation A 

C 4 H sNS (liq) 

2-Methylthiazole 
I1eat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
cJ/liq 248.43 K, 

c,Il/liq 246.5 K, 

Metastable crystals. 
Molecular Weight 99.1502 
Wiswesser Line Notation T5N CSJ B I 
Evaluation A 

36KURf 

68GOUfI 

IlH= 12163 J. mol-I 
IlS=48.96 J. mol-I. K- I 

IlH= 11347 J. mol- I 

IlS=46.03 J. mol-I. K- I 

68GOU/v 

IlH= 12162.5 J. mol- I 

IlS=48.96 J·mol-I·K- 1 

IlH=11349.9 J·mol- I 

IlS=46.04 J·mo\-I·K- 1 

~H=12159 ]·mol- 1 

;lS=48.94 J·mol-I·K- 1 

t.H= 11351 J. mol-I 

LlS=46.05 ]·mol-I·K- 1 
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C4HsN30 (c) 
Cytosine 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 111.1030 
Wiswesser Line Notation T6MVNJ DZ 
Evaluation B 

C4H6 (liq) 
1,3-Butadiene 
Heat Capacity 298.15 K, 

Temperaturerange 15 to 303 K. 
Entropy 298.15 K, 

At vapor pressure of 2105 Torr. 
Phase Changes 
clliq 164.24 K, 

liq/g 273.15 K, 

Molecular Weight 54.0914 
Wiswesser Line Notation 1 U2U1 
Evaluation A 

C4H6 (liq) 
I,2-Butadiene 
Heat Capacity 290 K, 

Temperature range 14 to 282 K. 
Entropy 290 K, 
Phase Changes 
clliq 136.92 K, 

liq/g 273.24 K, 

Molecular Weight 54.0914 
Wiswesser Line Notation 2UCU 1 
Evaluation A 

78KIL3 

45SCOIMEY 

t1H=7983.9 J·mol- I 

t15=48.61 J·moI-I·K- 1 

t1H=81.41 J·mo1- 1 

AS=280.64 J. mol-I. K- I 

P=119.95 kPa 

47AST/SZA 

AH=6961.3 J. mol-I 
A5=50.84 J. mol-I. K- 1 

AH=24623 J. mol-I 
A5=90.11 J. mol-I. K-I 

P=66.41 kPa 

Values of Sand C p for liquid for saturation vapor pressure. 

C4H6 (Jiq) 

2-Butyne; Dimethylacetylene 
Phase Changes 
clliq 240.93 K, 

liq/g 291.00 K, 

Molecular Weight 54.0914 
Wiswesser Line Notation 2UC'2 
Evaluation A 

C4H6 (Jiq) 

2-Butyne; Dimethylacetylene 
Heat Capacity 290 K, 

Temperature range 15 to 290 K, 

400SB/GAR 

AH=9232.8 J. mol-I 
t1S=38.33 J·mo\-I·K- 1 

AH=26945 J·mo!-I 
A5=92.59 J. mol-I. K- I 

41 YOSfOStl 

Entropy 2Y~.I) K, 5= 195.10 J. mol-I. K- 1 

Extrapolated from 291.0 K. Anomalous heat capacity between 145 and 
160 K. A5 obtained from total energy divided by average temperature. 

Phase Changes 
c/liq 

Jiq/g 

240.92 K, 

291.0 K, 

Molecular Weight 54.0914 
Wiswesser Line Notation 2UU2 
Ev~uation A 

~H=9234.9 J. mor' l 

A5=38.348 J·mol-I·K- I 

AH=26945 J·mol- I 

AS=92.59 J·mo!-I·K- 1 

P=7I.46 kPa 

C4H6 (Iiq) 
!-Butyne 
Heat Capacity 280 K, 

Temperature range 13 to 280 K. 
Entropy 281.23 K, 
Phase Changes 
clliq 147.43 K, 

Jiq/g 281.23 K, 

Molecular Weight 54.0914 
Wiswesser Line Notation 3UU I 
Evaluation A 

(C4H6)n (Jiq) 
1,4-Polybutadiene, MS-I045 
Heat Capacity 300 K, 

Temperature range 5 to 330 K. 
Molecular Weight 54.0914 
Wiswesser Line Notation /*2U2*/ 
Evaluation A 

T(glass)= 195 K. 

(C4H6)n (Jiq) 
1,4-Polybutadiene, GL-657 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Molecular Weight 54.0914 
Wiswesser Line Notation /*2r;2*/ 
Evaluation A 

T(glass)= 187 K. 

(C4H6)n (Jiq) 
cis-l,4-Polybutadiene 
Heat Capacity 298.15 K, 

Temperature range 20 to 310 K. 
Entropy 298.1) K, 

Phase Changes 
e,l/gls 
c,Illiq 

J65 K 
262 K, 

Molecular Weight 54.0914 
Wiswesser Line Notation 1*2U2*1 -C 
Evaluation B 

(C .. H6)n (Jiq) 
ci~-I.4-Polybtltadiene 

Heat Capacity 298.2 K. 
Temperature range 10 to 350 K. 

Entropy 298.2 K, 
Phasc Changcil 

e,II/e.! 
Glass transition. 

171-172 K 

c.I/liq 284 K 
Molecular Weight 54.0914 
Wiswesser Line Notation 1*2U2*1 -c 
Evaluation A 

50ASTIMAS 

.6.H=6029.1 J'mol- I 

~S=40.89 J·mol-I·K- I 

AH=245'22 J·mo!-I 
A5=87.20 J. mol-I. K- I 

P= 101.325 kPa 

53FURlMCC2 

53FURlMCC2 

62DAIlEVA5 

.6.H=3953 J·mo!-I 

.lS=15.1 j·mol-I·K"I 

86GRE/AYC 

105.7 J. mol-I. K- I 
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(C4H Il)n (c) 

trans-l,4.Polybutadiene 
Heat Capacity 298.15 K, 

Temperature range 20 to 345 K. 
Phase Chanees 
c,IIfc,I 317 K, 

62DAllEVA5 

AH:::::3456 J·mol- 1 

AS=1O.8 J·mol- 1 ·K-1 

Solid· solid transition is a linear to helical crystal structure. 
Molecular Weight 54.0914 
Wiswesser Line Notation 1*2U2*(-T 
Evaluation B 

tram;-l A-Poly butadiene 
Heat Capacity 298.2 K, 

Temperature range 10 to 500 K. 
Entropy 298.2 K, 
Phase Changes 
c,Wc,l 356 K, 

86GRE/AYC 

AH=7980 J. mol- 1 

AS::::::21.9 J. moI- 1• K- 1 

Fully ordered/conformationally disordered transition. 
c,IfIiq 437 K 
Molecular Weight 54.0914 
Wiswesser Line Notation /*2U2*/ -T 
Evaluation A 

C4Hf,CIl O l (liq) 
Ethyl dichloroacetate 
Heat Capacity 298 K, 

Temperature range 291 to 434 K. 
Molecular Weight 156.9962 
Wiswesser Line Notation GYGV02 
Evaluation D 

l'(;,(;lREI 

C4H6Mg04 (g\s) 710NO/KIM 
Maj:1,UeS1Um acetate 
Heat Capacity 310.02 K, Cp =20.452 J. mol-I. K- l 

Temperature range 310 to 500 K. Unsmoothed experimental datum. 
Data also given for crystaHine state from 348 to 501 K. 

Molecular Weight 142.3942 
Wiswesser Line Notation OVI 2.MG 
Evaluation B 

T(gJass)=470 K. 

C.~H6MgO.J·4H20 (e) S4MElfGRO 
Magnesium diethanoate tetrahydrate; Magnesium diacetate tetrahydrate 
Heat Capacity 298.15 K. Cp :::::321.0J.mol- I .K- 1 

TemperatUre range 270 lu 400 K. 

Phase Changes 
c/uq 336 K. ~H=35800 1, mol-I 

.lS= 106,5 J. mol-I. K- l 

Tr(1.n~;ition of tetrahydrate to le>.1> hynr~tf'r\ ,,~\t, prf"sllmahly the 

monohydrate. 
Molecular \Veight 2 i 4,4548 
Wiswesser Line Notation OV2 2 .MG &QH 4 
Evaluation B 

C-tH.,N1 (el 92JIMIROU 
2-Methylimidazole 
Heat Capacity 298.15 K. CJl== 105,09 J. mol- \, K- 1 

One temperature. 
Molecular Weight 82.1048 
Wiswesser Line Notation T5N eM] B 1 
Evaluation A 

',1 Plwc: r.hpm R~f. O::;JtA. Vol. 25. No, 1. 1996 

C.H6N.,O (c) 73HAMfJ 
3-Amino-5-methylisoxazole 
Heat Capacity 287.15 K, Cp = 146.4 J. mol-I. K- 1 

One value. 
Molecular Weight 98.1042 
Wiswesser Line Notation T5NOJ Cl EZ 
Evaluati(m C 

C4H6NzOz (c) 81LEBI1 
2,5-Dioxopiperazine 
Heat Capacity 298.15 K, Cp =133.9 J·mol-1·K- 1 

Temperature range 5 to 330 K. 
Entropy 298.1SK, S=145.6J·mol- I ·K- 1 

Moleculal' Weight 114.1036 
Wiswesser Line Notation T6MV DMVTJ 
Evaluation A 

C.I,H~lOl (c) 82LEBfl 
2,5-Dioxopiperazine 
Heat Calladl..y 298.15 K, C p -134,Q J·lUQ1-l.l{-1 

Temperature range 8 to 330 K. 
Entropy 298.15 K, S::::::145.5 J·mo}-I·K- 1 

Molecular Weight 114.1036 
Wiswesser Line Notation T6MV DMVTJ 
Evaluation A 

(C4H6NZOZ)n (c) 91l 
Poly -L-asparagine 
Heat Capacity 300 K, Cp =139.0 J·mol-I·K- 1 

Temperature range 220 to 390 K. 
\\I\o\f'rnhr Weight 114.1()36 

Wiswt!sser Line Notation (*VIYVZ&M*/-L 
Evaluation B 

(C4H 6NZ0 2)n (c) 93ROL/: 
Poly-L-asparagine 
Heat Capacity 300 K, Cp =139.0 J·mol-\·K-\ 

Temperature range 220 to 390 K. 
Molecular Weight 114.1036 
Wiswesser-Line Notation /*VIYVZ&M*/ -L 
Evaluation B 

C4H6N~03 (c) 35STII 
Allantoin 
Heat Capacity 296.6 K, Cp ==179.95 ]·mol-I·K- 1 

Temperature range 84 to 297 K. Value is un smoothed expenm 
datum. 

Entropy 298,15 K, S = 195.0 J. mol-\· K- 1 

Extrapolation below 90 K, 59.33 J. mol-I. K- J. 

Molecular weigllt t::I~.tt64 
Wiswesser Line Notation TSMVMV EHJ EMVZ 
Evaluation B(C p),C(S) 

C./H60 (Jiq) 89STE/! 
2,3-Dih'jdrofumn 
Heat Capacity 298.15 K, Cp =122.1 }·mol-1·K- 1 

One temperature. 
Molecular Weight 70.0908 
Wiswesser Line Notation T50 BH CHJ 
Evaluation B 
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C4H60 (liq) 84BAGIBAE 
2-Butenal; Crotonaldehyde 
Heat Capacity 298.35 K, Cp =l48.6 J·mol-I·K- I 

Temperature range 273 to 343 K. Cp (iiq)=-0.23229+0.14081T 

-2.1XlO-5T2 kllkg·K (273 to 343 K). 
Molecular Weight 70.0908 
Wiswesser Line Notation VHl U2 
Evaluation B 

C4H60·17H20 (Jig) 
2,5-0ihydrofuran clathrate hydrate 
Heat Capacity 260 K, 

Temperature range 95 to 260 K. 
Phase Changes 
c,Illiq 272.0 K, 

Molecular Weight 70.0908 

85HAN 

~H=92900 J·mol- I 

~5=341.5 J. mol-I. K- 1 

Wiswesser Line Notation T50 BH EHJ &QH 17 
Evaluation A 

Actual composition is a mixed hydrate: 0.978 OHF-0.022 THF-17 
H20. 

C4H60 Oiq) 88BAGIGUR 
2-Butenal; Croton aldehyde 
Heat Capacity 298.35 K, Cp = 148.6 J. mol-I. K- I 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 70.0908 
Wiswesser Line Notation VH 1 U2 
Evaluation B 

C4H60 2 (liq) 

Methyl propenoate; Methyl acrylate 
Heat Capacity 297 K, 

One temperature. 
Molecular Weight 86.0902 
Wiswesser Line Notation 1 U 1 va I 
Evaluation C 

C4H60 2 (Jiq) 
Methyl propenoate; Methyl acrylate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weie:ht 86.0902 
Wiswesser Line Notation lUlVOl 
Evaluation B 

C4H60 2 (liq) 
Methyl propenoate: Methyl acrylate 
Heat Capacity 300 K. 

Temperature range 60 to 300 K. 
Entropy 300 K, 
Phase Changes 
c/liq 196.21 K 
Mfllp('tJ\::lr Wpight 86.0901 

Wiswesser Line Notation 1 U I VO 1 
Evaluation A 

C"H60 2 (Jiq) 
Methyl propenoatc: Methyl acrylate 
Phase Changes 
clliq 197.5 K, 

Molecular Weight 86.0902 
Wis",'esser Line Notation I U I YO I 
Eyaluation A 

71HALIBAL 

79FUC 

84VASIPET 

85KARJAB02 

.lH=9729 J.mo!-I 

.lS=49.26 J·mol-J·K- J 

85KAR/SAI 
Methyl propenoate; Methyl acrylate 
Heat Capacity 298.15 K, Cp =I72.3 J·mol-I·K- 1 

Temperature range 90 to 290 K. Cp (c)=285.21 +5.32T J/kg. K (103 to 
175 K; Cp (liq)=1568.62+1.45T (197.5 to 290 K). Cp data calculated 
from equation. 

Phase Changes 
clliq 197.5 K 
Molecular Weight 86.0902 
Wiswesser Line Notation 1 U 1 va 1 
Evaluation B 

C4H60 2 (liq) 

Ethenyl ethanoate; Vinyl acetate 
Heat Capacity 298 K, 

Mean value 23 to 50°C. 
Molecular Weight 86.0902 
Wiswesser Line Notation 1 va 1 U 1 
Evaluation C 

(C4H60 2)n (gls) 
Poly-y-butyrolactone 

59BENITHO 

80YEVILEB 

Heat Capacity 298.15 K, Cp =155.5 J·mol-I·K- I 

Temperature range 5 to 345 K. C p is for the high-elastic state. C I' (c, 300 
K)=117.9 l/mole·K. 

Entropy 298.15 K, 5=167.6 J·mo!-I·K- I 

S is for the high-elastic state. S(c, 300 K)= 133.4 J/mole· K. 
Phase Changes 
clliq 

100% crystallinity. 

337.5 K, 

Molecular Weight 86.0902 
Wiswesser Line Notation I*MV::;2*/ 
Evaluation A 

C4H60 2 (Jig) 
y-Butyrolactone 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight ~() ()Q()') 

Wiswesser Line Notation T50VTJ 
Evaluation B 

C4H 60 2 (liq) 
y-Butyrolactone 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 229.78 K, 

Molecular Weight 86.0902 
Wiswesser Line Notation T50VTJ 
Evaluation A 

C4"602 (Jiq) 
y-Butyrolactone 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c/lig 229.78 K, 

Molecular Weight 86.0902 
Wiswesser Line Notation T50VTJ 
Evaluation A 

~H= 13200 J. mol- 1 

~5=39.4 J·mol-I·K- I 

79FUC 

80YEVILEB 

~H=9570 J. mol- J 

AS-Ij 1.56 J mol- I K- I 

83LEBIYEV 

AH-0570 J mol- I 

.15=41.56 J·mol-I·K- I 
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C4H60 2 (Jiq) 88ISM/GAB 
y-Butyrolactone 
Heat Capacity 298.15 K, Cp = 140.9 J. mol-I. K- I 

Temperature range 290 to 410 K. Cp(Jiq)= 101.0829 
+763.3375x 1O-4T+ 1.918968x 1O-4T2 J/mol.· K (290 to 410 K). 

Entropy 298.15 K, 5=201.28 J. mol-I. K- I 

Molecular Weight 86.0902 
Wiswesser Line Notation T50VTJ 
Evaluation B 

C4H60 2 (liq) 
y-Butyrolactone 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.0902 
Wiswesser Line Notation T50VTJ 
Evaluation B 

89STE/CHI3 

C p given a<,: C/R=33 8, R=8.31441 Thi, Vllll1f~ llppf'llr, to hI' in f'rror 

by a factor of two. 

<':4"6U2 (hq) 84 VAS/PET 
Methacrylic acid; a-Methyl acrylic acid 
Heat Capacity 300 K, Cp =161.1 J·mol-I·K- I 

Temperature range 25 to 300 K. 
Entropy 300 K, 5=186.2 J·mol-I·K- 1 

Phase Changes 
c/liq 289.36 K 
Molecular Weight 86.0902 
Wiswesser Line Notation QVYl&Ul 
Evaluation A 

C4H60 2 (liq) 85KARI ABD 
Methacrylic acid; a-Methyl acrylic acid 
Heat Capacity 298.15 K, Cp =159.7 J·mol-I·K- I 

Temperature range 287 to 350 K. Equation only. C p (J. kg -I. 
K- I)=-551.8+8.0712 T. Cp data calculated from equation. 

Phase Changes 
c/liq 287.5 K 
Molecular Weight 86.0902 
Wiswesser Line Notation QVY1&Ul 
Evaluation B 

C4H60 2 (liq) 
Methacrylic acid; a-Methyl acrylic acid 
Phase ChaD!!es 
c/liq 287.5 K, 

Molecular Weight 86.0902 
Wiswesser Line Notation QVYl&Ul 
Ev~uation A 

85KARlABD2 

.1H=8062.5 J. mol-I 

.15=28.04 J·mol-I·K- I 

C4H60 2 (Jiq) 85KARISAI 
Methacrylic acid; a-Methyl acrylic acid 
Heat Capacity 298.15 K, Cp =159.7 J·mol-I·K- I 

Temperature range 90 to 350 K. Cp(c)=244.98+4.92T Jlkg· K (95 to 
287.5 K): Cp (\iq)=-55IA7+8.07T Jlkg·K (287.5 to 350 K). Cp data 
calculated from equation. 

Phase Changes 
c/\iq 287.5 K 
Molecular Weight 86.0902 
Wiswesser Line Notation QVY L&UI 
Evaluation B 

.I Phvc:; Chem. Ref. DRtR. Vol. 25. NO.1. 1996 

(C4H60 2)n (c) 67PAVIR 
Polymethacrylic acid 
Heat Capacity 298 K, Cp =92.0 J·mol-I·K- I 

Temperature range 298 to 463 K. Cp =0.233+9.00X 1O-4T cal· g. 
(20 to 130 QC). Value calculated from equation. 

Molecular Weight 86.0902 
Wiswesser Line Notation 1*IX*l&VQI 
Evaluation B 

T(glass)=433 K. 

C4H60 3 (liq) 
Ethanoic anhydride; Acetic anhydride 
Heat Capacity 303.2 K, 

One temperature. 
Molecular Weight 102.0896 
Wiswesser Line Notation 1 VOV 1 
Evaluation C 

C4H60 3 (liq) 
Propylene carbonate 
Heat Capacity 323.1:5 K, 

One temperature. 
Molecular Weight 102.0896 
Wiswesser Line Notation T50VOTJ Dl 
t:valuation C 

39] 

58] 

74VAS/K 
Propy lene carbonate; 4-Methy 1-1 ,3-dioxolan-2-one 
Heat Capacity 298.15 K, Cp = 167.60 J. mol-I. K- I 

Temperature range 80 to 310 K. Cp (c)=2.9899+91.0386(TIl00) 
-35.8262(TIl00)2+7.2335(TIl00? J/mol· K (55 to 224.5 K). 

Entropy 298.15 K, 5=219.17 J·mol-I·K- I 

Phase Changes 
clliq 224.85 K, b.H =9617 J. mol-I 
Molecular Weight 102.0896 
Wiswesser Line Notation T50VOTJ D 1 
Evaluation B 

76MAS/l 
Propylene c·arbonate; 4-Methyl-1,3-dioxolan-2-one 
Heat Capacity 298 K, Cp =175 J·mol-I·K- I 

Temperature range 200 to 325 K. Data graphically only. V 
estimated from graph. 

Molecular Weight 102.0896 
Wiswesser Line Notation T50VOTJ D 1 
Evaluation D 

C 4II60 3 (liq) 76VAS/I< 

Propy lene carbonate; 4-Methy 1-1,3 -dioxolan-2-one 
Heat Capacity 298.15 K, Cp =167.4 J·mol-I·K- I 

Temperature range 5 to 415 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 224.85 K, 

Molecular Weight 102.0896 
Wiswesser Line Notation T50VOTJ D I 
Evaluation B 

5=218.6 J. mol-I. K- I 

j.H=9617 J·mo]-I 
.:l5=42.8 J. mol-I. K- I 
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C4H60 3 (Jiq) 84 VASIPET 
Propylene carbonate; 4-Methy 1-1 ,3-dioxolan-2-one 
Heat Capacity 298.15 K, Cp =167.4 J. mol-I. K- I 

Temperature range 5 to 415 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 224.85 K, 

Molecular Weight 102.0896 
Wiswesser Line Notation T50VOTJ D 1 
Evaluation A 

C4H 60 4 (c,l) 
1,4-Butanedioic acid; Succinic acid 

/:1H=9620 J·mol- I 

/:15=42.8 J. mol-I. K- I 

30PARlHUF2 

Heat Capacity 289.8 K, Cp=149.8 J·mo!-I·K- I 

Temperature range 93 to 290 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5= 175.7 J. mol-I. K- I 

Extrapolation below 90 K, 55.10 J·mol-I·K- I. 
Phase Changes 
c,II/c,I 272 K, 

Molecular Weight 118.0890 
Wiswesser Line Notation QV2VQ 
Evaluation B(C p),C(S) 

:6.H=I72 J. mol- I 

A5=0.63 J·mol-1·K- 1 

C4H60 4 (c) 39SAT/SOG 
l,4-Butanedioic acid; Succinic acid 
Heat Capacity 323 K, Cp =164.0 J·mol-1·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 118.0890 
Wiswesser Line Notation QV2VQ 
Evaluation C 

C4H60 4 (c) 

1,4-Butanedioic acid; Succinic acid 
Heat Capacity 298.15 K, 

Temperature range 5 to 328 K. 
Entropy 298.15 K, 
Molecular Weight 118.0890 
Wiswesser Line Notation QV2VQ 
Evaluation A 

C4H60 4 (c) 

1.4-Butanedioic acid: Succinic acid 
Phase Changes 
c/liq 457.0 K, 

Molecular Weight 118.0890 
Wiswesser Line Notation QV2VQ 
Evaluation B 

C'IH«P'I (c) 

1 ,4-Butanedioic acid: Succinic acid 
Phase Changes 
c.II/c,! 389.7 K 
Molecular Weight I 18.0890 
Wiswesser Line Notation QV2VQ 
Ev~uation A 

70VANIWES2 

74CINIBER 

.lH=32945 J. mol- 1 

.15=72.09 J. mol-I. K- I 

88PETrrSY 

84SPIIPRO 
Zinc acetate 
Heat Capacity 298 K, Cp =153.6 J·mol-I·K-1 

Temperature range 243 to 293 K. Value calculated from equation: 
Cp(kJ ·mol- I

• K- ')=3.44x 1O-2+4X lO-~(K). 
Molecular Weight 183.4690 
Wiswesser Line Notation OVI 2.ZN 
Evaluation C 

C4H60 4Zn·2H20 (c) 84SPIIPRO 
Zinc acetate dihydrate 
Heat Capacity 298 K, Cp =212.8 J·mol-I·K- I 

Temperature range 243 to 293 K. Value calculated from equation: 
Cp(kJ· mol-I. K- I)=3.40X 1O-2 +6X 1O-4T(K). 

Molecular Weight 219.4994 
Wiswesser Line Notation OV 1 2 .ZN &QH 2 
Evaluation C 

C4H60 s (c) 90CEO/SZW 
Hydroxybutanedioic acid; Malic acid(DL) 
Phl'lsP Chl'lngp ... 

c,IJIiq 
Stable form I. 

c,II/liq 
Stable form II. 

402 K, 

396 K, 

Molecular Weight 134.0884 
Wiswesser Line Notation QVYQ I VQ 
Evaluation B 

AH=33522 J. mol-I 

/:1H=30170 J·mol- I 

C4H60 6 (c) 39SAT/SOG 
Tartaric acid 
Heat Capacity 323 K, Cp =184.5 J·mol-I·K- I 

'lemperature range U to IOU uc. Mean value. 
Molecular Weight 150.0878 
Wiswesser Line Notation QVYQYQVQ 
Evaluation C 

C4H7CIO (liq) 
Butanoyl chloride; Butyryl chloride 
Heat Capacity 292 K, 

Temperature range 290 to 390 K. 
Molecular Weight 10.6.5517 
Wiswesser Line Notation GV3 
RVl'Ihll'ltion n 

1881REI 

C4H7ClO (liq) 1881REI 
2-Methy1propanoyl chloride; Isobutyryl chloride 
Heat Capacity 298 K, Cp::::131.8 J·mo!-I·K- I 

Temperature range 293 to 368 K. 
Molecular Weight 106.5517 
Wiswesser Line Notation GVY1&1 
Evaluation D 

C4H 7Cs02 (c) 
Cesium butyrate 

Phase Changes 
cJIJcJ 

c,IU/c.II 

c.I/liq 

344 K, 

263 K. 

628 K, 

Molecular Weight 220.0035 

Wiswesser Line Notation OV3 .CS 
Evaluation C 

75FERISAN 

ilH= 1460 J. mol-I 
.lS=4.2 J. mol-I. K- I 

.:lH=1260 J·mol- I 

A5=4.8 J. mol-I. K- I 

AH= 13810 J. mol-I 
A5=22.0 J·moI-I·K- 1 
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C4H7K02 (c) 
Potassium butyrate 
Phase Changes 
c,V/c,lV 
c,IV/c,III 

Combined values. 
c,IIIIc,II 
c,lIlc,l 

Combined values. 

461.4 K 
467.2 K, 

540.8 K 
562.2 K, 

c,I11iq 626.1 K, 

Molecular Weight 126.1964 
Wiswesser Line Notation OV3 .KA 
Evaluation B 

75FERIFRA 

LlH=ll72 J·mol- I 

LlS=2.51 J·mol-I·K- I 

LlH=4435 J. mol- I 

LlS=8.03 J·mol-I·K- I 

LlH= 10837 J. mol- I 

LlS= 17.32 J. mol-I. K- I 

Clearing transition at 677.3 K, LlH=4979 J/mole, LlS=7.36 JIK· mol. 

C4H7K02 (c) 
Potassium butyrate 
Phase Changes 
c,VIIIc,V 133 K, 

75FERISAN 

f:t.1l-670 J'mol- I 

LlS=5.0 J·mol-I·K- I 

Taken as sum of data for transitions at 123 K and 143 K at average 
temperature. 

Molecular Weight 126.1961J 

Wiswesser Line Notation OV3 .KA 
Evaluation C 

C4H7K02 (c) 

Potassium butyrate 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,VIIIc,VI 123.85 K, 

c,VIIc,VB 142.3 K, 

Bifurcated transitions. 
c,VB/c,VA 

87FRAlNGE 

LlH=409 J·mol- I 

LlS=3.33 J·mol-I·K- I 

LlH=269 J·mol- I 

LlS=1.88 J. mol-I. K- I 

Diffuse anomaly in heat capacity curve. 
c,V/c,lV 461.4 K 
c,IV/c,III 467.2 K 
~,TTT/~,TT ')41 K 

c,Il/c,1 562.2 K 
Molecular Weight 126.1964 
Wiswesser Line Notation OV3 .KA 
Evaluation A 

Liquid crystal-isotropic liquid transition at 677.3 K. 

C~H7KO~ (c) 

Potassium 2-methylpropanoate 
Heat Capacity 298.15 K, 

Temperature range 8 to 350 K. 

8,lFRAJWES2 

Entropy 298.15 K, 5=192.40 J·mo\-I·K- I 

Molecular Weight 126.1964 
Wiswesser Line Notation OVY1&1 .KA 
Evaluation A 
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C4H7Li02 (c) 
Lithium butyrate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Molecular Weight 94.0391 
Wiswesser Line Notation OV3 .LI 
Evaluation A 

85FRAlWES 

A gradual thermodynamic transformation occurs from 160 K. 

C4H7Li02 (c) 
Lithium butyrate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Molecular Weight 94.0391 
Wiswesser Line Notation OV3 .LI 
Evaluation A 

C4H7Li02 (c) 
Lithium 2-methylpropanoate 
Heat Capacity 298.15 K, 

Temperature range 7 to 535 K. 
Entropy 298.15 K, 
Phase Changes 
c,Il/c,1 445 K, 

c,IIliq 510 K, 

Crystal to isotropic liquid. 
Molecular Weight 94.0391 
Wiswesser Line Notation OVY1&1 .LI 
Evaluation A 

86NGEIWE.5 

93NGE/ABf 

LlH=903 J. mo!-I 
LlS=2.03 J·mol-I·K- I 

LlH= 1045 J. mol- I 

LlS=2.05 J. mol-I. K- I 

Small diffuse hump in the C p curve was observed from 125 to 250 K 

C4H7N (liq) 
Butanenitrile; n-Propyl cyanide 
Heat Capacity 340 K, 

Mean value 21 to 113 0c. 
Molecular Weight 69.1060 
Wiswesser pne Notation NC3 
Evaluation D 

Butanenitrile; n-Propyl cyanide 

02LOl 

85GUS/MIF 

Heat Capacity 303.15 K, Cp =134.9 J·mol-I·K- 1 

Temperature range 303 to 383 K. p=O.l MPa. Unsmoothel 
experimental datum given as 1.9520 kJ/kg· K. 

Molecular Weight 69.1060 
Wiswesser Line Notation NC3 
Evaluation B 

Butanenitrile; n-Propyl cyanide 
87MIRlSH .. 

Heat Capacity 298.15 K, C p =134.2 J·mol-I·K- I 

Temperature range 173 to 373 K. Un smoothed experimental datun 
given as 1.930 kJ/kg· K at 293 K. C p (iiq)= 1.8787+0.00 1 8882T/J< 
+ 7.0408 X 1O-6T21K2 kJ/kg· K (173 to 373 K). Note, second coefficien 
should be negative. 

Molecular Weight 69.1060 
Wiswesser Line Notation NC3 
Evaluation D 
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C4H7N (Jiq) 91SVO/ZAB2 
3-Methoxypropionitrile 
Heat Capacity 300.60 K, Cp =180.6 J·mol-I·K- I 

Temperature range 300 to 328 K. Cp (liq)=391.56-1.4014T 
+2.3268xIO-3T2 JIK·mol (300 to 328 K). 

Molecular Weight 69.1060 
Wiswesser Line Notation NC201 
Evaluation B 

C4H7N (Jiq) 71HALIBAL 
2-Methylpropionitrile; 2-Cyanopropane; Isopropyl cyanide 
Heat Capacity 297 K, C p = 156.2 J. mol-I. K- I 

One temperature. 
Molecular Weight 69.1060 
Wiswesser Line Notation NCY1&1 
Evaluation C 

C4H7NO (c) 
a-Pyrrolidone 
Heat Capacity 290 K, 

Temperature range 60 to 335 K. 
Entropy 298.15 K, 
Phase Changes 
e/liq 299.082 K, 

Molecular Weight 85.1033 
Wiswesser Line Notation T5MVTJ 
Evaluation B 

C4H7NO Oiq) 
QI-Pyrrolidone; :2-Pyrrolidone 

Heat Capacity 300.00 K, 
Temperature range 60 to 350 K. 

Entropy 310.00 K, 
Phase Changes 
elliq 299.082 K, 

Molecular Weight 85.1033 
Wiswesser Line Notation T5MVTJ 
Evaluation B 

C"H,NO (Jiq) 

a-Pyrrolidone; 2-Pyrrolidone 
Heat Capacity 300 K. 

One temperature. 
Molecular Weight 85.1033 
Wiswesser Line Notation T5MVTJ 
Evaluation B 

Methacry lamide 

59KOLIPAU 

L\H=13920 J·mol- I 

L\S=46.5 J. mol-I. K- I 

62KOLIPAU 

ilH= 13920 J. mol- I 

ilS=46.5 J·mo!-I·K- I 

89STE/CIII3 

92STE/CHI 

Heat Capacity 298.15 K, Cp =143.8 J·mol-I·K- 1 

Temperature runge 290 to 385 K. C/R(e) ~ 6.82 I 0.0352T (290 to 385 

K), R=8.31..J.51 J/K·mo!. 
Phase Changes 
clliq 385.1 K. ~H= 15000 J. mo\-I 
Molecular Weight 85.1033 
Wiswesser Line Notation ZVY 1 & 1 
Evaluation A 

C4H7N04 (c) 32HUFIBOR 
Aminosuecinie acid(L); Aspartic acid(L) 
Heat Capacity 293.9 K, Cp =152.7 J~mol-I·K-I 

Temperature range 88 to 293 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=173.6 J·mol-I·K- I 

Extrapolation below 90 K, 51.09 J. mol-I. K- I. 
Molecular Weight 133.1036 
Wiswesser Line Notation QVYZIVQ -L 
Evaluation B(Cp)'C(S) 

C4H7N04 (c) 63HUT/COL2 
Aminosuceinic acid(L); Aspartic acid(L) 
Heat Capacity 298.15 K, Cp =155.18 J·mol-I·K- I 

Temperature range 10 to 310 K. 
Entropy 298.15 K, S=170.12 J·mol-I·K- I 

Molecular Weight I :n.l 016 
Wiswesser Line Notation QVYZIVQ -L 
Evaluation A 

C4H7N30 (c) 32HUFIBOR 
Creatinine 
Heat Capacity 296.5 K, Cp =138.1 J·mo!-I·K- 1 

Temperature range 87 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=167.4J·mol- I·K- 1 

Extrapolation below 90 K, 55.98 J·mo!-I·K- I. 
Molecular Weight 11 ~_ 11 RR 

Wiswesser Line Notation T5NYMVTJ Al BUM 
Evaluation B( C p),C(S) 

C4H7Na02 (c) 
Sodium butyrate 
Phase Changes 
c,V/e,IV 

c,IV/c,II1 

~.TTT/~,TT 

e,lI/c,l 

c.I/liq 

450.4 K, 

489.8 K, 

4,Q83 K 

.508.4 K, 

Molecular Weight 110.0879 
Wiswesser Line Notation OV3 .NA 
Evaluation B 

75FERIFRA 

il.H=1715 J·mo!-I 
il.S=3.81 J. mol-I. K- I 

il.H=544 J. mol- I 

il.S= 1.13 J. mol-I, K- I 

fiH=753 J.mol- I 

ilS"" 1.5 J. mol-I. K- I 

il H = 1841 J. mol- I 
ilS=3.64 J'mo!-I,K- I 

AH=104.1 R T.mnl- 1 

ilS= 19.87 J. mol-I. K- I 

Clearing transition at 600.4 K, ilH=2218 J/mo!e, ilS=3.68 J/K· mol. 

C"H10,.:Rb (c) 
Rubidium butyrate 
Phase Changes 
c,IV/c,Ill 191 K, 

c,lII/c.lI 346 K, 

cJI/e,I 466 K, 

c.I/Jiq 652 K, 

Molecular Weight 172.5659 
Wiswesser Line Notation OV3 .RB 
Evaluation C 

75FERISAN 

~H=2385 J·mol- 1 

fiS=12.5 }.mol-1,K-1 

il.H=1005 J·mo!-l 
il.S=2.9 J. mol-I. K- I 

il.H=2340 J·mol- I 

ilS=5.0 J·mol-I·K- I 

ilH= 15730 J. mol-I 
~S=24.1 J·mo!-I·K- I 
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C4H70 2TI (c) 
Thallium butyrate 
Phase Changes 
c/liq 

Solid-mesophase. 

459 K, 

Molecular Weight 291.4681 
Wiswesser Line Notation OV3 .TL 
Evaluation B 

C4H70 2TI (c) 

Thallium butyrate 
Heat Capacity 320 K, 

Temperature range 320 to 480 K. 
Phase Changes 
c/liq 456.7 K, 

Molecular Weight 291.4681 
Wiswesser Line Notation OV3 .TL 
Evaluation A 

2-Methylpropene; Isobutene 

76MEIISEY 

tlH=6694 J. mol-I 
tlS= 14.2 J. mol-I. K- I 

84FERILOP 

tlH=7691 J. mol-I 
tlS= 16.9 J. mol-I. K- I 

36TODIPAR 

Heat Capacity 253.1 K, C,,= 121.42 J. mol-I. K- I 

Temperature range 93.3 to 253 K. Value is unsmoothed experimental 
datum. 

Entropy 266.0 K, S=194 J·mol-I·K- I 

Extrapolation below 90 K, 45.23 J. mol-I. K -I. 
Phase Changes 
c/liq 132.4 K, 

Molecular Weight 56.1072 
Wiswesser Line Notation lYl&Ul 
Evaluation B(Cp)'C(S) 

C4Hg Oiq) 
2-Methylpropene; Isobutene 
Heat Capacity 266.26 K, 

Temperature range 90 to 266 K. 
Phase Changes 
c/liq 132.38 K 
liq/g 266.26 K 
Molecular Weight 56.1072 
Wiswesser Line Notation 1 Yl&Ul 
Evaluation B 

C4Hg (liq) 
cis-2-Butene 
Heat Capacity 266.6 K. 

tlH=5920 J. mol- 1 

tlS=44.71 J. mol-I. K- I 

71RABILEB 

36TODIPAR 

Temperature range 93 to 267 K. Value unsmoothed experimental 
datum. 

Entropy 276.8 K. 5=212.88 J·mol-I·K- I 

Extrapolation below 90 K. 48.95 J·mol-I·K- I. 
Phase Changes 
c/liq 133.8 K. 

Molecular Weight 56.1072 
Wiswesser Line Notation 2U2 -C 
Evaluation B(Cp)'C(S) 

:1H=7318 J. mol-I 
..l5=54.69 J. mol-I. K- I 
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C4HS (liq) 
cis-2-Butene 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 134.26 K, 

Molecular Weight 56.1072 
Wiswesser Line Notation 2U2 -C 
Evaluation A 

C4Hg Oiq) 
cis-2-Butene 
Heat Capacity 299.8 K, 

Temperature range 80 to 200 0 F. 
Molecular Weight 56.1072 
Wiswesser Line Notation 2U2 -C 
Evaluation B 

C4Hg (liq) 
cis-2-Butene 
Heat Capacity 298.15 K, 

Temperature range 5 to 367 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 134.26 K, 

Molecular Weight 56.1072 
Wiswesser Line Notation 2U2 -C 
Evaluation A 

44SCOIFER 

tlH=7309.2 J·mol-1 

tlS=54.44 J·mol-1·K- 1 

52SCHISAC 

83CHAiHAI 

tlH=7309 J. mo1- 1 

tlS=54.4 J·mol-1·K- 1 

A reevaluation of the original measured data from: 36TODIPAR 
44SCOIFER, 52SCHISAG. 

36TODIPAF 
trans-2-Butene 
Heat Capacity 259.6 K, Cp =122.05 J·mol-I·K- I 

Temperature range 93 to 260 K. Value is unsmoothed experiment a 
datum. 

Entropy 274.1 K, 5=204.97 J·mol-1·K- 1 

Extrapolation below 90· K, 42.80 J. mol-I. K- I . 
Phase Changes 
c/liq 167.3 K, 

Molecular Weight 56.1072 
Wiswesser Line Notation 2U2 -T 
Evaluation B(Cp)'C(S) 

C4HS (Jiq) 
trans-2-Butene 
Heat Capacity 270280 K, 

Temperature range 15 to 274 K. 
Entropy 274.04 K, 

Phase Changes 
c/liq 167.61 K, 

liq/g 274.04 K, 

Molecular Weight 56.1072 
Wiswesser Line Notation 2U2 -T 
Evaluation A 

tlH=9861 J. mol-I 
tlS=58.94 J·mol-'·K- ' 

45GUTIPrJ 

tlH=9757 J. mol-I 
tlS=58.2l J·mol-I·K- I 

tlH=22757 J. mol-I 
tlS=83.04 J. mol-I. K- I 

P= 10 1.325 kPa 
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C4Hs (liq) 
trans-2-Butene 
Heat Capacity 280 K, 

Temperature range 14 to 271 K. 
Entropy 280 K, 
Phase Changes 
clliq 167.62 K, 

Molecular Weight 56.1072 
Wiswesser Line Notation 2U2 -T 
Evaluation A 

83CHAIHAL 

tlH=9757 J. mol-I 
tlS=58.2 J·mol-I·K- I 

A reevaluation of the original measured data from: 36TODIPAR, 
45GUTIPIT. 

(C4Hs)n (gls) 64WIUGRE 
Poly(1-butene) 
Heat Capacity 

Temperature range 213 to 423 K. C p data given graphically. 
Phase Changes 
clliq 407.8K, tlH=7008J·mol-1 

Rhombohedral form, 76.0% crystallinity. 
clliq 360 K, tlH=6502 J. mol- 1 

Rhombohedral atactic form, 13.0% crystallinity. 
clliq 394.6 K, tlH=4075 J. mol-I 

Tetragonal form, 76.0% crystallinity. 
c,llic,l jl.)4.o K, Il.H =21.)33 J. mol I 

Rhombohedral to tetragonal. 
Molecular Weight 56.1072 
Wiswesser Line Notation /*Y2& I * / 
Evaluation C 

I-Hutene 
36TODIPAR 

Heat Capacity 253.4 K, Cp =119.16 J·mol-I·K- I 

Temperature range 81 to 253 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 56.1072 
Wiswesser Line Notation 3Ul 
Evaluation B 

C4Hs (liq) 
I-Butene 
Heat Capacity 260 K, 

Temperature range 11.5 to 260 K. 
Entropy 266.91 K, 
Phase Changes 
clliq 87.82 K, 

liq/g 266.91 K, 

Molecular Weight 56.1072 

Wiswesser Line Notation 3U 1 
Evaluation A 

I-Butene 

46ASTIFIN 

AH=3849 J. mol-I 
AS=43.83 J·mol-I·K- I 

AH=21866 J. mol-I 
AS=81.92 J. mol-I. K- 1 

P= 101.325 kPa 

49SCHISAG 

Heat Capacity 294 K, Cp =128.6 J·mol-1·K- 1 

Temperature range 294 to 378 K. C p given as 0.548 Btu(lb)-I(OR)-1 at 
70 0 F at bubble point. 

Molecular Weight 56.1072 
Wiswesser Line Notation 3Ul 
Evaluation B 

C4Hs (liq) 
I-Butene 
Heat Capacity 298.15 K, 

Temperature range 12 to 360 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 87.82 K, 

Molecular Weight 56.1072 
Wiswesser Line Notation 3Ul 
Evaluation A 

83CHNHAL 

tlH=3848 J·mol- I 

AS=43.8 J·mol-I·K- I 

A reevaluation of the original measured data from: 36TODIPAR, 
46ASTIFIN, 49SCHISAG. 

C4Hs (liq) 
I-Butene 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 87.81 K, 

Molecular Weight 56.1072 
Wiswesser Line Notation 3Ul 
Evaluation A 

T(glass)=60 K. 

C4Hs (liq) 
Cyclobutane 
Heat Capacity 285 K, 

Temperature range 15 to 285 K. 
Entropy 285.66 K, 
Phase Changes 

c,IIlc,! 145.7 K, 

91TAKIYAM 

AH=3958.6 J. mol-I 
tlS=45.09 J·mol-1·K-1 

53RAT/GWI 

tlH=5707 J. mol- 1 

~S=39.17 J·mol-1·K- 1 

Transition over about 120 to 145.7 K. Values represent excess over 
extrapolated C p curves. 

c,I/liq 182.42 K, 

liq/g 285.66 K, 

Molecular Weight 56,1072 
Wiswesser Line Notation IAT] 
Evaluation A 

tlH=1088 ]·mol-1 

AS=5.96 ]·mol-1·K-1 

AH=24188 J. mol- 1 

AS=84.67 ]·mol-I·K- I 

P= 101.325 kPa 

(C4Hs)n (liq) 36FERIPAR 
Polyisobutylene 
Heat Capacity 294.9 K, C p = 109.4 ]. mol-I; K- 1 

Temperature range 121 to 295 K. Annealed sample. 
Molecular Weight 56.1072 
Wiswesser Line Notation /*IX*l&1/ 
Evaluation D 

T(glass)= 197 K. 

(C4Hg)n (liq) 55FURIREI 
Polyisobutylene 
Heat Capacity 300 K. Cp =109.7 ]·mol-1·K-1 

Temperature range 14 to 380 K. Cp(c)=O.844+3.03x 1O-3T+2.24x 
1O-&r2 J/deg· g (210 to 380 K). 

Entropy 300 K. S==96.50 ]·mol-1·K-1 

Molecular Weight 56.1072 
Wiswesser Line Notation /*IX*I&1/ 
Evaluation A 

T(glass) == 199 K. 
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(C4Hs)n (liq) 56FUR/REI 
Polyisobutylene 
Heat Capacity 298.15 K, Cp =109.30 J·mol-I·K- I 

Temperature range 14 to 380 K. Cp (liq)=0.844+3.03X 1O-3T 
+2.24xlO-&r2 J.g-Ideg- I (210 to 380 K). 

Entropy 298.15 K, 5=95.83 J·mol-I·K- I 

Molecular Weight 56.1072 
Wiswesser Line Notation 1*IX*I&1/ 
Evaluation A 

T(glass)= 199 K. 

(C4HS)ri (liq) 7lRABILEB 
Polyisobutylene 
Heat Capacity 300 K, Cp =109.7 J·mol-I·K- I 

Temperature range 10 to 300 K. 
Molecular Weight 56.1072 
Wiswesser Line Notation 1*IX*I&1/ 
Evaluation A 

(C4Hs)n (gIs) 62DAIlEVA4 
Poly(l-butene), isotactic 
Heat Capacity 298.15 K, Cp =112.2 J·moI-I·K- 1 

Temperature range 20 to 310 K. 
Entropy 298.15 K, 5=103.0 J·mol-I·K- I 

When extrapolated to 100% crystallinity, the entropy is 86.6 J. 
mol-I·K- I. 

Phase Changes 
c/gls 249 K 
Molecular Weight 56.1072 
Wiswesser Line Notation I*Y2&1 *1 
Evaluation A 

C4HSBr2 (liq) 
1,4-Dibromobutane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 215.9152 
Wiswesser Line Notation E4E 
Evaluation B 

C4HsCI2 (liq) 
1,2-Dichlorobutane 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 127.0132 
Wiswesser Line Notation G 1 YG2 
Evaluation B 

C4HsCl2 (liq) 
1 ,Ij. Dichlorobutane 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 127.0132 
Wiswesser Line Notation G4G 
Evaluation A 

C4HgCI2 (liq) 
1,4-Dichlorobutane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 127.0132 
Wiswesser Line Notation G4G 
Evaluation B 

.1 Phvc:: Chpm Rp-f. n~t~. Vol. 25. No.1. 1996 

93SHE 

92HE/AN 

85LAl/WIL 

93HAL 

C4HSCl20 (liq) 48TSC 
1,5-Dichloro-3-oxapentane; P,P' -Dichlorodiethylether 
Heat Capacity 295 K, Cp =253 J·moI-I·K- 1 

One temperature. C p is an average of 7 measurements. 
Phase Changes 
clliq 226.5 K, 6,H=8385 J·moI- 1 

Molecular Weight 143.0126 
Wiswesser Line Notation G202G 
Evaluation C 

C4HsCl20 (liq) 87KALIKOH 
1,5-Dichloro-3-oxapentane; P,P' -Dichlorodiethylether 
Heat Capacity 293.15 K, Cp =207.81 J·mol-I·K- I 

Temperature range 293.15,313.15 K. 
Molecular Weight 143.0126 
Wiswesser Line Notation G202G 
Evaluation B 

C4HsCl30 4P (c) 89UTS/GAE 
Dimethyl 2.2.2-trichloro-l-hydroxyethylphosphonate 
Heat Capacity 298 K, Cp =261 J·mol-I·K- I 

Temperature range 280 to 330 K. Cp =249+0.502T J. mol-I. K- I (T ir 
°C). 

Phase Chan2es 
c,I/liq 350 K, 

Modification I. 
c,II/liq 357 K, 

Modification II. 
c,IIIIliq 369 K 

Modification III. 
c,IVlliq 384 K, 

Modification IV. 
Molecular Weight 257.4376 
Wiswesser Line Notation 
Evaluation B 

C4HgN2 (liq) 
1,4,5,6-Tetrahydropyrimidine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 84.12Q6 
Wiswesser Line Notation T6NU CMTJ 
Evaluation A 

6,H=20300 J. mol-I 

6,H=22400 J·mol- I 

6,H=25000 J·mol- I 

93STE/CHI: 

C4HsN20 2 (c) 4ISAT/SOG" 
1,4-Butanediamide; Succinamide 
Heat Capacity 323 K, Cp =174.0 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 116.1194 
Wiswesser Line Notation ZV2VZ 
Evaluation C 

Same data in 40SAT/SOG5. 

C4HgN20 2 (c) 
N-Acetylglycine amide 
Phase Changes 
c/liq 408.2 K, 

Molecular Weight 116.1194 
Wiswesser Line Notation ZVIMVI 
Evaluation A 

88FERIDEI 

6,H=25600 J·mol- I 

6,5=62.7 J. mol-I. K- I 
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C 4H gN20 3 (e) 4IHUF 

Glyeylglyeine 
Heat Capacity 293.9 K, C p = 161.80 J. mol-I. K- I 

Temperature range 87 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=190.0J·mol- I·K- 1 

Extrapolation below 90 K, 56.90 J. mol-I. K- I. 

Molecular: Weight 132.1188 
Wiswesser Line Notation Z 1 VM 1 VQ 
Evaluation A(Cp),C(S) 

C4H sNz0 3 (e) 
Glyeylglyeine . 

Heat Capacity 298.IS K, 

Temperature range 11 to 305 K. 
Entropy 298.1S K, 

Molecular Weight 132.1188 
Wiswesser Line Notation ZlVM1VQ 

Evaluation A 

C4H sN20 3 (e) 
Glyey 19lycine 
Heat Capacity 298 K, 

Temperature range 298 to 348 K. 
Molecular Weight 132.1188 
Wiswesser Line Notation Z I VM 1 VQ 
Evaluation C 

69HUTICOL2 

89KULlKOZ 

C"H/lNlOj (c) 90DAD/KUL 

GlycylgJycine 
Heat Capacity 298 K, Cp =149 J·mol-I·K- I 

Temperature range 298, 313, 333, 348 K. 
Molecul9r Weight 132.1188 

Wiswesser Line Notation Z 1 VM 1 VQ 
Evaluation D 

C4HgNz0 3 (e) 32HUFIBOR 
Asparagine(L) 
Heat Capacity 296.5 K, Cp =159.8 J·mol-I·K- I 

Temperature range 85 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=174.5 J·mol-I·K- I 

Extrapolation below 90 K, 49.79 J. mol-I. K - I . 

Molecular Weight 132.1188 
Wiswesser Line Notation ZVIYZVQ-L 
Evaluation B( C p),C(S) 

C4HgN203·H20 (c) 32HUF/BOR 
Asparagine hydrate(L) 
Heat Capacity 296.7 K. Cp =205.9 J. mol-I. K- I 

Temperature range 90 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy ·298.1 K, S=213.4 J. mol-I. K- I 

Extrapolation belm\-' 90 K, 56.78 J·mol-1·K- 1
• 

l\lolecular Weight ISO.1340 
Wiswesser Line Notation ZVIYZVQ &QH -L 
Evaluation B(C"J.C(S) 

C4HsN203·H20 (e) 
Asparagine hydrate( L) 

63HUTICOL2 

Heat Capacity 298.15 K. C,) = 207.90 J. mo]-I . K- I 

Temperature range 10 to 3 10K. 
Entropy 298.15 K. 5=209.62 J·mo]-I K- I 

r.lolecula.- ,"Vcight 150.1340 

Wiswesser Line Notation ZV 1 YZVQ &QH -L 
E .... aluation A 

C4HsN40 4 (c) 7lHAL 
1,3-Dinitro-l ,3-diazacyclohexane 
Phase Changes 
e,IJ/c,I 346 K, IlH = lS481 J. moJ- 1 

c,lfliq 353 K, tiH =2929 1· mol- l 

Molecular Weight 200.1536 
Wiswesser Line Notation T6N CNTJ ANW CNW 
Evaluation C 

C4HSNgOs (c,a) 70LIC 
1,3,S,7-Tetranitro-l,3,5,7-tetrazoeine(a); Octogen(a); HMX 
Heat Capacity 298 K, Cp =307 J·mo!-I·K- I 

Temperature range 203 to 523 K. a-Phase. Cp =0.0991 +5XlO-4y eal 
·K- I. (-70 to 250°C). 

Phase Changes 
e,lIlc,I 193-201 K, IlH=7398 J·mol- I 

a-o Transition. Data also given for the following transitions: 8-0: 
T=167 to 183°C; IlH=9801 J·mol- I. y-o; T=175 to 182°C; 
IlH=2788 J. mol-I. 

Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation B 

Data also given for the following polymorphic forms: f3-HMX; 
Cp (298 K)=301 J. mol-I. K- I; Cp =0.0935+SX 1O-4T cal. K- I. g-I 
(-70 to 2S0 °C)', y-HMX~ C (298 K)=328 J·mol-I·K- I; 
Cp =0.1159..J...5XlO-4T eal.K-1.g-1 (-70 to 250°C); o-HMX; 
C,,(298 K)=387 J. mol-I·K- I ; Cp =O.1642+5X 1O-4T cal· K- I. g-I 
(-70 to 250°C). 

C4HsNsOs (c) 
1,3,S,7-Tetranitro-I,3,5,7-tetrazocine; Oetogen; HMX 
Phase Changes 
e,llIe,! 471 K, !::.H=7950 J·mol- 1 

a to 0 transition, approximation. 
c,IlIlc,I 460 K, 
(3 to 8 transition. 
c,l/liq 551 K 
Molecular Weight 296.1560 

IlH=9832 J. mol- I 

71HAL 

Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation C 

C 4HgNSOs (e,a) 73KRIILIC 
1,3,S, 7 -Tetranitro-I ,3,S, 7 -tetrazocine( a); Oetogen( a); HMX 
Heat Capacity 298 K, J. mol-I. K- l 

Temperature range 200 to 465 K. Equation only. 
Phase Changes 
c,a/e,{3 466-474K, !::.H=7406J·mo[-1 

Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EI\' GNTJ ANW CNW ENW GNW 
Evaluation C 

C,tHsNsOs (eJ3) 73KRIILIC 
I ,3,5,7-Tetranitro-I,3,5,7-tetrazoeine({3); Oetogen({3); HMX 
Heat Capacity 298 K, Cp =307.9 J. mol-!' K- I 

Temperature range 200 to 4S2 K. Equation only. 
Phase Changes 
c,{3Ic,o 440-456 K, !J.H=9791 J. mo]-I 

Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation C 
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C4HsNsOs (c, y) 73KRIlLIC 
1,3,5,7-Tetranitro-l,3,5,7-tetrazocine( y); Octogen( y); HMX 
Heat Capacity 298 K, Cp =315.9 J·mol-I·K- I 

Temperature range 200 to 440 K. Equation only. 
Phase Changes 
c,ylc,a 440-455 K, aH=2803 J·mol- I 

Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation C 

C4HsNsOs (c,a) 73KRIlLIC 
1,3,5,7 -Tetranitro-l ,3,5,7 -tetrazocine( a) ;Octogen( a); HMX 
Heat Capacity 298 K, Cp =374.5 J·mol-I·K- I 

Temperature range 200 to 530 K. Equation only. 
Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation C 

C4HsNsOs (c,f3) 83KOS/SHO 
1,3,5,7-Tetranitro-I,3,5,7-tetrazocine(f3); Octogen(f3); HMX 
Heat C8D8city 315 K. Cp =321.0 J·mol-I·K- I 

Temperature range 294 to 486 K. /3-phase, powdered blend. C p given as 
1.084 J. g-I. K- I. 

M8lecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation B 

C4HsNsOs (c) 83KOS/SHO 
1,3,5,7-Tetranitro-l,3,5,7-tetrazocine; Octogen; HMX 
Heat Capacity 298 K, Cp =293 J·mol-I·K- I 

Temperature range 294 to 486 K. Graphical extrapolation of data to 298 
K; powdered blend. 

Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation C 

C4HsNsOs (c,f3) 83KOSISHO 
1,3,5,7-Tetranitro-l,3,5,7-tetrazocine(f3); Octogen(f3); HMX 
Heat Capacity 298 K, C p =297 J. mol-I. K- I 

Temperature range 294 to 486 K. Graphical extrapolation of data to 298 
K; single crystals, beta phase. 

Phase Changes 
c,llic,I 453 K 
(c,f3/c, 8) 
Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation C 

C4HsNsOs (c) 91YINILIU 
1,3,5,7-Tetranitro-1,3,5,7-tetrazocine; Octogen; HMX 
Heat Capacity 298 K, Cp~290.2 J mol- I K- I 

Temperature range 290 to 345 K. C p value reported at 298 K is 0.980 
Jig· K. 

Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation B 

C4HSNSOg (c) 92MAK 
1,3,5,7 -Tetranitro-I ,3,5,7 -tetrazocine; Octogen; HMX 
Phase Ckanges 
c/liq 553.15 K, aH=69873 J·mol- I 

Molecular Weight 296.1560 
Wiswesser Line Notation T8N CN EN GNTJ ANW CNW ENW GNW 
Evaluation B 
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88BAG/GUR 

2-Methoxy-l-propene 
Heat Capacity 301.50 K, Cp =162.2 J·mol-I·K- I 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 72.1066 
Wiswesser Line Notation lYOIUl 
Evaluation B 

C4HsO (liq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 297.0 K, 

One temperature. 
Molecular Weight 72.1066 
Wiswesser Line Notation 2V I 
Evaluation C 

C4HsO (liq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 297,0 K, 

One temperature. 
Molecular Weight 72.1066 
Wiswesser Line Notation 2Vl 
Evaluation C 

C4HsO (liq) 
Butanone: Methyl ethyl ketone 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 

33KOL/UDC 

34KOLIUDO: 

56PARJKE.l' 

Entropy 298.1 K, S=241.4 J·mol-I·K- I 

Extrapolation below 80 K, 53.47 J. mol-I. K -I. 
Phase Changes 
clliq 186.1 K, 

Molecular Weight 72.1066 
Wiswesser Line Notation 2Vl 
Evaluation B(Cp)'C(S) 

C4HsO (liq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 298.15 K, 

Temperature range 13 to 308 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 186.48 K, 

Molecular Weight 72.1066 
Wiswesser Line Notation 2Vl 
Evaluation A 

C 4H&O (liq) 

Butanone; Methyl ethyl ketone 
Heat Capacity 293 K, 

Temperature range 293 to 353 K. 
Molpf'lIlar Wpight 72.1 OM 

Wiswesser Line Notation 2VI 
Evaluation C 

C4HsO (liq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 298,15 K, 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 186.47 K, 

Molecular Weight 72.1066 
Wiswesser Line Notation 2VI 
Evaluation A 

tlH=8485 J. mol-I 
as=45.59 J'mol-I,K- I 

64SIN/OE" 

aH=8438.7 J. mol- I 

tlS=45.25 J. mol-I, K- I 

67RAS/GA:"' 

68AND/COl 

tlH=8385 J·mol- I 

tlS=44.98 J, mol-I. K- I 
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C4HsO (liq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 72.1066 

Wiswesser Line Notation 2V I 
Evaluation B 

C4HgO (Iiq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 298.1 K, 

Temperature range 277 to 313 K. 
Molecular Weight 72.1066 
Wiswesser Line Notation 2V 1 
Evaluation B 

C4HgO (Iiq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 72.1066 
Wiswesser Line Notation 2Vl 
Evaluation B 

C4HsO (Jiq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 72.1066 
Wiswesser Line Notation 2Vl 
Evaluation B 

75GROIBEN 

78ROUIPER2 

84GROIBEN 

85COSIPAT 

C4HgO (Iiq) 85COSIPAT2 
Butanone; Methyl ethyl ketone 
Heat Capacity 298.15 K, Cp = 158.4 J. mol-I. K- 1 

Temperature range 283.15,298.15,313.15 K. 
Molecular Weight 72.1066 
Wiswesser Line Notation 2V 1 
Evaluation B 

C4HsO (liq) 
Butanone; Methyl ethyl ketone 
Heat Capacity 303.15 K, 

Tt:ul(Jt:nllUrt: [(mgt: 303.1.), 313.15 K. 

Molecular Weight 72.1066 
Wiswesser Line Notation 2V I 
Evaluation B 

86RED 

C"HgO Oiq) 92MALIWOO 
Butanone; Methyl ethyl ketone 
Heat CapacIty 298.15 K, Lp = 1 ~9 J . mol I. K I 

Temperature range 278 to 338 K. p=O.1 MPa. 
Molecular Weight 72.1066 
Wiswesser Line Notation 2V 1 
Evaluation B 

C4HgO Oiq) 
Tctrahydroturan; Oxolane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 72.1066 
Wiswesser Line Notation T50TJ 

Evaluation B 

76BON/CER 

C4HsO (liq) 
Tetrahydrofuran; Oxolane 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 72.1066 
Wiswesser Line Notation T50TJ 
Evaluation C 

C4HsO (liq) 
Tetrahydrofuran; Oxolane 
Heat Capacity 298.15 K, 

Temperature range 5 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 164.76 K, 

liq/g 338.9 K 
Molecular Weight 72.1066 
Wiswesser Line Notation T50TJ 
Evaluation A 

C4HsO (liq) 
Tetrahydrofuran; Oxolane 
Heat Capacity 298.15 K, 

Temperature range 8 to 322 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 164.76 K, 

Molecular Weight 72.1066 
Wiswesser Line Notation T50TJ 
Evaluation A 

C4HsO (liq) 
Tetrahydrofuran: Oxollme 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 72.1066 
Wiswesser Line Notation T50TJ 
Evaluation B 

C .. H 50 (liq) 
Tetrahydrofuran; Oxolane 
Heat Capacity 298.15 K 

76CON/GIN 

77LEBILIT2 

6.H=8540 J'mol- I 

6.S=51.83 J·mol-I·K- 1 

78LEBIRAB 

6.H=8540 J·mol- I 

6.S=51.8 J·mol-I·K- 1 

79KIYIDAR 

79LBBILIT 

C p not given. Temperature range 8 to 322 K. Data deposited in VINITI, 
No. 1077-78. 30 March 1978. 

Entropy 298.15 K, 
Phase Changes 
c,I1liq 164.76 K, 

Molecular Weight 72.t 066 
Wiswesser Line Notation T50TJ 
Evaluation A 

C4HsO (liq) 

Tetrahydrofuran; Oxolane 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 72.1066 
Wiswesser Line Notation T50TJ 
Evaluation B 

6.H=8540 J. mol-I 
6,S==51.83 J. mol-I. K- 1 

SlING/CAS 

rp= 122Q2 J. mol-I. K-I 
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C4HsO (liq) 
Tetrahydrofuran; Oxolane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 72.1066 
Wiswesser Line Notation T50TJ 
Evaluation B 

85COSIPAT 

C4HsO (liq) 85COSIPAT2 
Tetrahydroturan; Oxoiane 
Heat Capacity 298.15 K, Cp =124.1 J·mol- I·K- I 

Temperature range 283.15, 298.15, 313.15 K. 
Molecular Weight 72.1066 
Wiswesser Line Notation T50TJ 
Evaluation B 

C 4HsO.17HzO (c) 

Tetrahydrofuran clathrate hydrate 
Heat Capacity 

82LEAlMUR 

Temperature range 120 to 260 K. Data given graphically. 
Phase Changes 
C/liq 277.4 K, 

Molecular Weight 378.3650 

~H=98000 J. mol- I 

~5=353.2 J. mol-I. K- I 

Wiswesser Line Notation T50TJ &QH 17 
Evaluation A 

Actual formula: C4HgO·16.9H20 

C4HsO·17H20 (c) 84HANIHAW 
Tetrahydrofuran clathrate hydrate 
Heat Capacity 

Temperature range 85 to 270 K. Cp (85 to 270 K)=0.2562 
+O.009446(T/K)-3.3092x 1O-,(T/K)'+8.3958 x lO-R(TIK)~ J/K· g. 

Phase Changes 
clliq 277.3 K, ~H=98999 J. mol- I 

Molecular Weight 378.3650 
Wiswesser Line Notation T50TJ &QH 17 
Evaluation A 

Actual formula: C4H80· 16.9H20 

C4HsO·17H20 (Jig) 
Tetrahydrofuran clathrate hydrate 
Heat Capacity 

Temperature range 95 to 260 K. 
Phase Changes 
c/liq 277.3 K, 

Molecular Weight 378.3650 

85HAN 

~H=99100 J. mol- I 

~S=357.4 J. mol-I. K- I 

Wiswesser Line Notation T50TJ &QH 17 
Ev~uation A 

Actual formula: C4HsO· 17H20. 

C4HgO·17H10 (Iiq) 
Tetrahydrofuran clathrate hydrate 
Heat Capacity 298.15 K. 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c.II1c,I 85 K 

(11;]" tr;]nsition 

c/liq 277.4 K, 

Molecular Weight 378.3650 

88YAM/OGU 

.:lH=96980 J·mol- I 

;lS=349.6 J. mol-I. K- 1 

Wiswesser Line Notation T50TJ &QH 17 
Evaluation A 

Actual formula: C4HsO· 16.64H20. 

C4HsO (liq) 56PAR/KEl\ 
Butanal; n-Butyraldehyde 
Heat Capacity 298.15 K, Cp =163.51 J·mol-I·K- I 

Temperature range 80 to 300 K. 
Entropy 298.1 K, 5=246.9 J·mol- I·K- I 

Extrapolation below 80 K, 43.93 J. mol-I. K- I. 
Phase Changes 
c/liq 176.8 K, ~H=1l104 J·mol- I 

~S=62.81 J. mol-I. K- I 

Molecular Weieht 72.1066 
Wiswesser Line Notation VH3 
Evaluation B(Cp)'C(S) 

C4HsO (liq) 
Butanal; n-Butyraldehyde 
Heat Capacity 298.15 K, 

Temperature range 11 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 176.28 K, 

liqlliq 192.2 K, 

Temperature range 180 to 210 K. 
liqlliq 284.8 K, 

Temperature range 260 to 280 K. 
Molecular Weight 72.1066 
Wiswesser Line Notation VH3 
Evaluation A 

(C4HsO)n (c) 
Polytetrahydrofuran 
Phase Changes 

c,IIIc,I 
Glass point. 

clliq 

186 K 

316 K, 

Molecular Weight 72.1066 
Wiswesser Line Notation 1*04*1 
Evaluation A 

Polytetrahydrofuran 

89VASILEI 

5=242.7 J·mol-I·K- I 

~H= 10773 J. mol- I 

~5=61.11 J. mol-I. K- I 

!J.H=76.9 J·mol- I 

~S=0.388 J·mol-I·K- I 

~H=63.4 J·mol- I 

AS=0223 I.mol- I . K-I 

77LEB/U 

~H= 11000 J. mol- I 

~5=34.8 J·mol-I·K- I 

77LEBILI1 

Heat Capacity 200 K, C p = 81.30 J. mol-I. K- 1 

Temperature range 5 to 400 K. Transition regi.on at 298.15 K. 
Entropy 200 K, 5=83.06 J·mol-I·K- I 

Phase Changes 
clliq 316 K, ~H=11000 J·mol- I 

~S=34.8 J·mol-1·K- 1 

Molecular Weight 72.1066 
Wiswesser Line Notation 1*04*1 
Evaluation A 

T(glass)= 186 K. 

C4Hs0 2 (lig) 
Ethyl acetate; Ethyl ethanoate 

33PARlHl 

Heat Capacity 293.6 K, Cp =169.20 J·mol-I·K- 1 

Temperature range 92 to 294 K. Value is unsmoothed experiment 
datum. 

Entropy 298.1 K, S=259.4 J·mol-I·K- 1 

Extrapolation below 90 K, 62.80 J -mol- ,_ K- I • 

Phase Changes 
c/lig 189.3 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation 20V 1 
Evaluation B(Cp)'C(S) 

~H=10481 J·mo[-I 

!J.S=55.27 J·mol-I·K- 1 
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C4Hs0 2 (liq) 
Ethyl acetate; Ethyl ethanoate 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 20VI 
Evaluation D 

C4Hs0 2 Oiq) 
Ethyl acetate; Ethyl ethanoate 
Heat Capacity 303.61 K, 

Temperature range 5 to 46°C. 
datum. . 

Molecular Weight 88.1060 
Wiswesser Line Notation 20V 1 
Evaluation C 

C4H80 2 (liq) 
Ethyl acetate; Ethyl ethanoate 
Heat Capacity 298.1 K, 

Temperature range 283 to 313 K. 
Molecular Weight 88.1060 
Wiswesser Line Notation 20V I 
Evaluation B 

C4H80 2 (liq) 
Ethyl acetate; Ethyl ethanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 20Vl 
Evaluation B 

C4H80 2 (liq) 
Ethyl acetate; Ethyl ethanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 20VI 
Evaluation B 

C4H80 2 (liq) 
Ethyl acetate; Ethyl ethanoate 
I1eat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 20VI 
Evaluation B 

Elhyl aceIa[e; E[hyl e[hanome 

36KUR/VOS 

45ZHD 

Cp = 168.82 J. mol-I. K- I 

Value is unsmoothed experimental 

78ROUIPER2 

79FUC 

85BALIBRA 

85COSIPAT 

85COSIPAT2 

Heat Capacity 298.15 K, Cp =169.6 J·mol-I·K- I 

Temperature range 283.15, 298.15, 313.15 K. 
Molecular Weight 88.1060 
Wiswesser Line Notation 20Vl 

Evaluation B 

C4H8U2 (llq) 
Ethyl acetate; Ethyl ethanoate 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight M. 1060 

Wiswesser Line Notation 20V I 
Evaluation B 

iibJIM/KUM 

C4Hs0 2 (liq) 87ZABIHYN 
Ethyl acetate; Ethyl ethanoate 
Heat Capacity 298.32 K, C p = 170.59 J. mol-I. K- I 

Temperature range 294 to 340 K.. Unsmoothed experimental datum. 
Molecular Weight 88.1060 . 
Wiswesser Line Notation 20VI 
Evaluation B 

C4H80 2 (liq) 
Ethyl acetate; Ethyl ethanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 20Vl 
Evaluation B 

C4Hs0 2 Oiq) 
Methyl propionate; Methyl propanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 2VO 1 

Evaluation B 

88PINIBRA 

79FUC 

C4H80 2 Oiq) 84GUS/SHU 
Methyl propionate; Methyl propanoate 
Heat Capacity 298.38 K, C p =175.9 J·mol-I·K- I 

Temperature range 205 to 348 K. Un smoothed experimental datum. 
Molecular Weight 88.1060 
Wiswesser Line Notation 2VOl 
Evaluation C 

C4Hs0 2 (Iig) 85BALIBRA 
Methyl propionate; Methyl propanoate 
Heat Capacity 298.15 K, Cp =l71.20 J·mol-J·K- I 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 2VOl 
Evaluation B 

C4H80 2 (lig) 86JIMIROM 
Methyl propionate; Methyl propanoate 
Heat Capacity 298.15 K. rl'= 17?74 J. mol-I. K-I 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 2VO 1 
Evaluation B 

Methyl propionate: Methyl propanoate 
87ZABIHYN 

Heat Capacity 301.45 K, Cp =174.60 J·mol-I·K- I 

Temperature range 296 to 342 K. Unsmoothed experimental datum. 
Molecular Weight 88.1060 
Wiswesser Line Notation 2VOl 
Evaluation B 

C"HlI0,: (Jig) 88PINIBRA 
Methyl propionate; Methyl propanoate 
Heat Capacity 298.15 K, Cp =171.21 J·mol:-I·K- I 

One temperature. 
Molpl'l1l~r Wpight 88.1060 

Wiswesser Line Notation 2VO 1 
Evaluation B 
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C4HsOz (Iiq) 
Propyl methanoate; Propyl formate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 30VH 
Evaluation B 

C4HsOz (Iiq) 
Propyl methanoate; Propyl formate 
Hea~ Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 30VH 
Evaluation B 

C4Hs0 2 (liq) 
Propyl methanoate; Propyl formate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation 30VH 
Evaluation B 

C4Hs0 2 (liq) 
Butanoic acid; n-Butyric acid 
Heat Capacity 298 K, 

Temperature range 292 to 448 K. 
Molecular Weight 88.1060 
Wiswesser Line Notation QV3 
Evaluation D 

C4HsOz (liq) 
Butanoic acid; n-Butyric acid 

85BALIBRA 

86JIMIROM 

88PINIBRA 

1881REI 

26PARIAND 

Heat Capacity 290.7 K, Cp =176.1 J·mol-I·K- 1 

Temperature range 89 to 291292 to 448 K. Value is unsmoothed 
experimental datum. 

Entropy 298.1 K, 5=255.2 ]·mol-1·K-1 

Extrapolation below 90 K, 82.42 J. mol-I. K- 1• 

Phase Changes 
clliq 267.4 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation QV3 
Evaluation B(Cp),C(S) 

Butanoic acid; n-Butyric acid 

IlH== 11071 J. mol- I 

IlS=41.40 J. mol-I. K- I 

29PARIKEL 

Entropy 298.1 K, S=226.4 J·mol-1·K- 1 

Extrapolation below 90 K, 53.6 J. mol-I. K- 1• Revision of previous 
data. 

Molecular Weight 88.1060 
Wiswesser Line Notation QV3 
Evaluation C 

C4Hg02 (Iiq) 
Butanoic acid; n-Butyric acid 
Reat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation QV3 
Evaluation B 

.1 Phvc: ~hpm Rpf n~'~. Vol. 25. No.1. 1996 

71KONIWAD 

C4HsOz (liq) 82MARIANI: 
Butanoic acid; n-Butyric acid 
Heat Capacity 298.15 K, Cp =177.7 J·mol-I·K-1 

Temperature range 13 to 450 K. Data also given by equation. 
Entropy 298.15 K, S=225.3 J. mol-J· K- 1 

Phase Changes 
c,Wc,I 

c,IIliq 

155-230 K, 

268.03 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation QV3 
Evaluation A 

~H::=1040 J·mol-1 

IlS=5.06 J. mol-I. K- I 

IlH=11590 J'mol- I 

IlS=43.24 J·mol-1·K- 1 

C4Hs02 (liq) 1881RE 
Isobutyric acid; 2-Methylpropanoic acid 
Heat Capacity 298 K, Cp =171.1 J·mol-I·K- 1 

Temperature range 291 to 44% K. 
Molecular Weight 88.1060 
Wiswesser Line Notation QVYl&1 
Evaluation D 

C4Hs0 2 (liq) '11KONIWAI 
Isobutyric acid; 2-Methylpropanoic acid 
Heat Capacity 298.15 K, Cp ::=173 J·mol-I·K- 1 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation QVYl&l 
Evaluation B 

C4HsOz (Iiq) 8ZBIRISn 
Isobutyric acid; 2-Methylpropanoic acid 
Heat Capacity 298.15 K, Cp =181.7 J·mol-I·K-\ 

Temperature range 270 to 370 K. Equation only. C p=130.1-0.08I5 
T+0.OO08541 T2 J. mol-I. K- 1• 

Molecular Weight 88.1060 
Wiswesser Line Notation QVY1&1 
Evaluation C 

C4Hs0 2 (liq) 
1,3-Dioxane 
Heat Cap~c;ity 

One temperature. 
298 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 COTJ 
Evaluation B 

C4HsOz·17HzO (liq) 
1,3-Dioxane clathrate hydrate 
Heat Capacity 250 K, 

Temperature range 95 to 250 K. 
Phase Changes 
c,IIliq 269.6 K, 

Molecular Weight 394.3644 

76CON/GI: 

8SHA 

IlH=89900 J. mol- 1 

IlS=333.5 ]·mol-1·K- 1 

Wiswesser Line Notation T60 COTJ &QH 17 
Evaluation A 

Actual formula: C4Hs0 2· 17H20. 

C4H gOz (Iiq) 
lA-Dioxane 
Heat Capacity 

One temperature. 
296 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTJ 
Evaluation C 

29HERILC 
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C4HgOz (Jiq) 
1 A-Dioxane 
Heat Capacity 291 K. 

Temperature range 8 to 28 0 C. 
Phase Changes 
c/liq 283.2 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTJ 
Evaluation C 

1 A-Dioxane 

33ROT/MEY 

AHz=1l880 J·mol- I 

AS=4J.9 J. mol-I·K- 1 

34JACIPAR 

Heat Capacity 298.2 K. Cp = 152.97 J. mol-I. K- 1 

Temperature range 92 to 299 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, S=196.6 J·mol-I·K- 1 

Extrapolation below 90 K, 1l.l2 cal· mol -I. K -I. 
Phase Changes 
c,Wc,l 

cJJliq 

272.9 K. 

284.1 K. 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTI 
Evaluation B(Cp)'C(S) 

C~H802 (Jiq) 
lA-Dioxane 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTI 
Evaluation C 

C4HsOz (liq) 
lA-Dioxane 
Heat Capacity 298 K, 

Temperature range 298 to 318 K. 
Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTI 
Evaluation B 

C4Hs0 2 Oiq) 
lA-Dioxane 
Heat Capacity 298.J5 K, 

Temperature range 298, 313 K. 
Molecular Weight 88.1060 
\Viswesser Une Notation T60 DaTI 
Evaluation I:) 

C.jHg02 (Jiql 
l...l.-nicH::lne 

Heat Capadt~· 

One temperature. 
298.15 K. 

Molecular 'Weight 88. \060 
Wiswesser Line Notation T60 DOTJ 
Evaluation B 

C~H80~ (liq\ 
1.-lJ)in.".,'np 

Heat Capacity 

One temperature. 

298 K. 

Molecular Weight 88. j 060 
Wiswesser Line ~otation T60 DOT] 
Evaluation B 

AH=2351 J. mol-I 
AS==8.6 J·mo!-I·K- I 

AH=12845 J·mol- I 

~S=45.2 J·mo[-I·K- 1 

69SUBIKHA 

7IDES/BHA 

71HYD/SUB 

76BON/CER 

76CON/GIN 

ell = 140.2 J. mor I. K'I 

C4H g0 2 (liq) 
I A-Dioxane 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTJ 
Evaluation B 

C4HgOz (liq) 

1 A-Dioxane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTJ 
Evaluation B 

C4Hs0 2 (liq) 
I A-Dioxane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOT} 
Evaluation B 

C4Hs0 2 (Iiq) 
lA-Dioxane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTJ 
Evaluation B 

C4Hs0 2 (Jig) 
l,4-Dioxane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular WeighJ 88.1060 
Wiswesser Line Notation T60 DOTJ 
Evaluation B 

C4Hg0 2 Oiq) 
lA-Dioxane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTI 
Evaluation B 

C.jHS02 Oiq) 
1 A-Dioxane 
HPld ('l'IPll('ity ?C)S 1" K, 

One temperature. 
Molecular Weight 88.1060 
Wiswesser Line Notation T60 DOTJ 
Evaluation B 

(C.jHg0 2S)n (cl 
I-Butene polysulphone 
Heat Capacity 298.15 K. 

Temperature range 90 to 300 K. 
Molecular Weight 120,1660 
Wiswesser Line Notation 
Evaluation A 

79MURISUB 

8 lING/CAS 

C p= 149.73 J. mol-l. K- 1 

84GROlING 

84INGIGRO 

89BARlK002 

9lTREfCOS 

93GROfROU 

62DAlfEVA6 
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C4Hs0 3 (liq) 
Ethylene glycol monoacetate 
Heat Capacity 298.15 K, 

Temperature range 273.15 
=0.042568T-1O.686 

Molecular Weight 101.0817 
Wiswesser Line Notation Q20V 1 
Evaluation D 

Tetroxan 
Heat Capacity 298.15 K, 

83SANICro 

Cp =203 J·mol-I·K- 1 

to 323.15 K. C"O(kJ·kg-I·K- 1) 

69CLE/MEL 

Temperature range 80 TO 420 K. 
Entropy 298.15 K, 5=167.5 J·m01- I ·K-\ 

Extrapolation below 80 K, 50.3 J. mol-I. K- \ . 
Phase Changes 
c/liq 385 K, 

Molecular Weight l20. i048 

tlH=22600 J. mQl-! 
~S""58.7 J·mol~I·K~1 

Wiswesser Line Notation T80 CO EO GOTJ 
Evaluation B(Cp),qS) 

C4HgS (liq) 
Thi::lcydopentane 

Heat Capacity 298.l5 K, 
Temperature range 13 to 333 K. 

Entropy 298.15 K, 
Phase Changes 
C/liq 176.98 K, 

Molecular Weight 88.1672 
Wiswesser Line Notation T5STJ 
Evaluation A 

C4HgS2 (c) 

1.3-Dithiane 
Heat Capacity 300 K, 

Temperature range 300 to 450 K. 
Phase Changes 
c,II1c.I 316.4 K. 

c.I1liq 327.2 K, 

Molecular Weight 120.2272 
Wiswesser Line Nutatiun T6S CSTJ 

Evaluation B 

C.~H8S! (c) 

IA-Dithiane 
Heat Capacity 300 K. 

Temperature range 300 to 450 K. 
Phase Changes 
clliq 384.6 K. 

Molecular Weight 120.2272 
lViswesser Line Notation T6S DST] 
Evaluation B 

52HUBIFIN 

5=207.82 J. mol-I. K-! 

AH=7352.1 J. mol-I 
AS""41.54 J. mol-!· K- 1 

83DEW/OFF 

AH=:;:800]· mol-! 
.15:=2.5 ]·mol-'·K-- J 

AH= 14400 J. mol-I 
AS~44.0 J. mo!-\· K- 1 

S3DEWJOFF 

j,H=21600 J·mol- 1 

j,5=56.2 }·mol-I·K- 1 

CtH.>Br fliq) 48KUR 
l-Bromo-2-methylpropane: Isobutyl bromide 
Heat Capacity 298 K. C f' = 15.+..+ J. moC 1 K- 1 

Temperature range 11 to 80c C, mean C". t\\lO temperatures. 
;\Iolecular Weight l37.0 191 
Wiswesser Line Notation ElY 1 & \ 
Evaluation D 
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C4HgBr (liq) 93SR£ 
I-Bromo-2-methylpropane; Isobutyl bromide 
Heat Capacity 298.15 K, Cp=163.7 J·mol-1·K- l 

One temperature. 
Molecular Weight 137.0191 
Wiswesser Line Notation EIYl&l 
Evaluation B 

l-Bromobutane; n-Butyl bromide 
31DEI 

Heat Capacity 292.3 K, Cp =152.21 ]·mol-!·K- 1 

Temperature range 94 to 293 K. Value is unsmoothed experimenta 
datum. 

Entropy 298.15 K, 5=327.02 ]·mol-1·K-! 

Extrapolation below 100 K, 42.84 J. mol-I. K- I. 
Phase Changes 
c/liq 160.4 K, 

Molecular Weight 137.0191 
Wiswesser.Line Notation E4 
EvaJuation B(Cp)'C(S) 

AH=9234 J. mol- 1 

AS=57.57 J·mol-I·K- 1 

c',U9Br (Jiq) 48KUt 
I-Bromobutane; n-Butyl bromide 
Heat Capacity 298 K, C p= 15l.0 J. mol-I. K-! 

Temperature range l3 to lOO°C, mean Cp , two temperatures. 
Molecular Weight 137.0191 
Wiswesser Line Notation E4 
Evaluation D 

C4H9Br (liq) 
I-Bromobutane; n-Butyl bromide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 137.0191 
Wiswesser Line Notation E4 
Evaluation B 

C4H9Br Oiq) 

93SHl 

50KUSrCR( 
2-Bromo-2.,.methylpropane; tert-Butyl bromide 
Heat Capacity 265.1 K, 

Tempf'r~tnrl' r::ln8f~ 117 to 2fi5 K. Value 
datum. 

Phase Changes 
c.III/c,I1 208.6 K. 

cJIIc.I 231.5 K. 

c.TI/iq 256.1 K. 

Molecular Weight 137.0191 
Wiswesser Line Notation EX 1 & I & I 
Evaluation B 

!1H=5650 J·mol-\ 
~5 =27.1 ]. mo!-\· K- 1 

!1H= 1045 J. mol-\ 
..1S=4.5 J. mol-\· K-\ 
J.H= 1965 ]- mo/- I 

~S=7.7 J·mol-!·K- 1 

C.,\H9Br (liq) 93SH 
2-Bromo-2-methylpropane: tert-Butyl bromide 
Heat Capacity 298.15 K, CI':::::165.7 J·mol- I . K- I 

One temperature. 

Molecular Weight 137.0191 
Wiswesser Line Notation EX I & 1 & 1 
Evaluation B 
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C 4H9C1 (jiq) 48KUR 
l-Chloro-2-methylpropane; Isobutyl chloride 
Heat Capacity 298 K, C p = 158.6 J. mol-I. K- J 

Temperature range 14 to 59'C, mean Cp , two temperatures. 
Molecular Weight 92.5861 
Wiswesser Line Notation Gl Yl&I 
Evaluation D 

C4H9C1 (liq) 
I-Chlorobutane; n-Butyl chloride 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 92.5681 
Wiswesser Line Notation G4 
Evaluation A 

C4H9CI (Jig) 
l-Chlorobutane; n-Butyl chloride 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 92.568 J 

Wiswesser Line Notation G4 
Evaluation B 

C4H9CI (lig) 
I-Chlorobutane; n-Butyl chloride 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 92.568 I 
Wiswesser Line Notation G4 
Evaluation B 

C4H9CI (Jiq) 
2-Chlorobutane; seC-Butyl chloride 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 92.5681 
Wi:swe~~el Line Nutatiun OY2&1 

Evaluation B 

85LAIIWIL 

93GROIROU 

93SHE 

92HE/AN 

C4H9U Oiq) SOKUS/CRO 
2-Chloro-2-methylpropane; ten-Butyl chloride 
Heat Capacity 259.6 K, 152.7 ]·moJ-J·K- 1 

Temperature range 122 to 260 K. Value unsmoothed experimental 
datum. 

Phase Changes 
c.IIIIcJI 

c,Blc.! 

c.l/liq 

183.l K. 

219.6 K. 

248.1 K. 

Molecular Weight 1):2.5681 

Wiswesser Line Notation GX [& I & [ 
Evaluation B 

J.H=J715 j·mol- J 

J.S=9,4 J·mor-I·K- 1 

~H-.s81.s J'lllul- 1 

J.S=26.5 J·mol-I·K- 1 

J.H=2010 J. mor- J 

J.S=8.1 J·moI-I·K- 1 

66DWO/GUI 
2-Chloro-2-methylpropane; tert-Butyl chloride 
Heat Capacity 272.73 K, Cp =I72.80 J·mol-I·K- 1 

Temperature range 82 to 273 K. Value is unsmoothed experimental 
datum. 

Phase Changes 
c,IIJJc,II 

c,II/c.I 

c,IIliq 

182.91 K. 

219.25 K, 

247.53 K, 

Molecular Weight 92.568 J 

Wiswesser Line Notation GXl&l&l 
Evaluation A 

AH=I874 J·moI- 1 

AS= lO.25 J. mol-I. K- J 

AH=5883 J·mol- 1 

AS=26.83 J. mol-I. K- 1 

AH=2071 J. mol- J 

AS=8.37 J·mol-1·K- 1 

93SHE 
2-Ch10ro-2-methylpropane; tert-Butyl chloride 
Heat Capacity 298.15 K, Cp = 162.0 J. mol-I. K- 1 

One temperature. 
Molecular Weight 92.5681 
Wiswesser Line Notation GX 1 & 1 & 1 
Evaluation B 

C4H9CI (Jig) 
2-Chlorobutane; sec-Butyl chloride 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 92.5681 
Wiswesser Line Notation GY2&1 
Evaluation B 

93SHE 

C4H91 (Iiq) 1881 REI 
1-lodo-2-methylpropane; Isobutyl iodide 
Heat Capacity 298 K, CI'= 162.3 J. mol-I. K- 1 

Temperature rang/' 290 to 41 7 K 

Molecular Weight 184.0196 
Wiswesser Line Notation II Y 1 & 1 
Ev~uation D 

C4H91 (Jiq) 93SHE 
I -Iodo-2-methylpropane; Isobutyl iodide 
Heat Capacity 298.15 K, C p =165.5 J·mo!-J K'-I 

One temperature. 
Molecular Weight 184.0196 
Wiswesser Line ~otation II Y [& I 
Evaluation B 

I lodohutane: n Butyl iodide 

Heat Capacity 298.15 K. 
One temperature. 

Molecular Weight 184.0 196 
Wi .. wl> .... er J .ine Notation 14 

Evaluation B 

C.jIl9I (JiLl) 

2- lodobutane: sec-Butyl iodide 
Heat Capacity 298.15 K. 

One temperature. 
1\ loleculur Weight 181.0 I 06 

Wiswesser Line Notation IY2& 1 
Evaluation B 

93SHE 

J. Phvs. Chern. Ref. Data. Vol. 25. No, 1. 1996 
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C4H9N (liq) 
Pyrrolidine 
Heat Capacity 298.15 K, 

Temperature range 14 to 312 K. 
Entropy 298.15 K, 
Phase Changes 
c,Wc,I 207.14 K, 

c,IIliq 215.31 K, 

Molecular Weight 71.1218 
Wiswesser Line Notation T5MTJ 
Evaluation A 

C4H9N (Iiq) 
Pyrrolidine 
Heat Capacity 298.15 K, 

Temperature range 13 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,Wc,I 207.14 K, 

c,IIliq 215.31 K, 

Molecular Weight 71.1218 
Wiswesser Line Notation T5MTJ 
Evaluation A 

C4H9N (liq) 
Pyrrolidine 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 71.1218 
Wiswesser Line Notation T5MTJ 
Evaluation B 

C4H9NO (liq) 
N ,N -Dimethylacetamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 87.1212 
Wiswesser Line Notation IVNl&1 
Evaluation B 

C4H9NO (liq) 
N-Ethylethanamide; N-Ethylacetamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 87.1212 
Wiswesser Line Notation 2MV 1 
Evaluation B 

C4H9NO (Iiq) 
N-Ethylethanamide; N-Ethylacetamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 87.1212 
Wiswesser Line Notation 2MV 1 
Evaluation B 

E. S. DOMALSKI AND E. D. HEARING 

59IDLISIN 

dH=531 J. mol- J 

dS=2.56 J·mol- I·K- I 

dH=8590 J'mol- 1 

dS=39.90 J·moI-1·K-1 

59MCC/DOU 

dH=540.1 J·mol- I 

dS=2.61 J·mol-I·K- I 

dH=8577 J. mol- I 

dS=39.84 J. mol-I. K- J 

76CON/GIN 

78DEVlHEU 

71KONIWAD 

86ZEGIBOE 

C4H9NO (Iiq) 
N-Methylpropanamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 87.1212 
Wiswesser Line Notation 2VM 1 
Evaluation B 

71KONIWAD 

C4H9NO (liq) 02LOU 
Methyl ethyl ketoxime 
Heat Capacity 350 K, Cp =238 J·mol-I·K- 1 

Mean value 21 to 151°C. 
Molecular Weight 87.1212 
Wiswesser Line Notation QNUY1&1 
Evaluation D 

C4H9NO (Jiq) 42TRIlENG 
Morpholine; Tetrahydro-l ,4-isoxazine; Diethyleneimide 
oxide 
Heat Capacity 298 K, Cp =173.89 J·mol-I·K- I 

Temperature range 273 to 403 K. 
Molecular Weight 87.1212 
Wiswesser Line Notation T6M DOTJ 
Evaluation C 

C4H9NO (c) 80LY,d 
Morpholine; Tetrahydro-l,4-isoxazine; Diethyleneimide 
oxide 
Heat Capacity 298.15 K, Cp =164.8 J·moI-I·K- 1 

Temperature range 293 to 353 K. Data given graphically. C p valUe 
calculated from equation: Cp(J· g-l. K- I) = 1.785+0.00427 T( QC). 

Molecular Weight 87.1212 
Wiswesser Line Notation T6M DOTJ 
Evaluation C 

C4H9NO (c) 

2-Methylpropanamide 
89ABB/JIrv 

Heat Capacity 298.15 K, Cp =148.1 J·mol-I·K- 1 

One temperature; C p given as 1.70 J. g -I. K- 1 
• 

Phase Changes '. 
clg 298.15 K, 

Molecular Weight 87.1212 
Wiswesser Line Notation ZVYl&l 
Evaluation A 

dH=86000 J·mol- I 

.is =288.4 J·mol-I·K- 1 

C4H9N02 (c) 83SKO/SAI 
y-Aminobutyric acid; 4-Aminobutanoic acid 
Heat Capacity 298 K, Cp =133.6 J·mol-I·K- 1 

One temperature. 
Molecular Weight 103.1206 
Wiswesser Line Notation Z3VQ 
Evaluation B 

C4H9N02 (c) 4ISATISOG. 
a-Aminobutyric acid; 2-Aminobutanoic acid 
Heat Capacity 323 K, Cp =160.7 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 103.1206 
Wiswesser Line Notation ZY2&QV 
Evaluation C 

Same data as 40SAT/SOG4. 
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C4H9N02 (c) 75SPIJWAD 
a-Aminobutyric acid(DL); 2-Aminobutanoic acid(DL) 
Heat Capacity 298.15 K, Cp=146.4 J·mol-I·K- 1 

One temperature. 
Molecular Weight 103.1206 
Wiswesser Line Notation ZY2&QV -nT. 
Evaluation B 

C4H9N02 (c) 84GRUIBOU 
a-Aminobutyric acid (L); 2-Arninobutanoic acid (L) 
Phase Changes 
c,II/c,I 356 K, 

Molecular Weight 103.1206 
Wiswesser Line Notation ZY2&QV -L 
Evaluation B 

C4H~03 (c) 
2-Methyl-2-nitro-l-propanol 
Phase Changes 

c,I/liq 361 K, 

Molecular Weight 119.1200 

I1H=530 J·mol- I 

I1S=1.49 J·mol-I·K- 1 

70MURIBRE 

AH=17195 ].mol- I 

I1S=55.6 J·mol-I·K- 1 

I1H=3738 J·mol- 1 

I1S=1O.5 J·mo!-I·K- 1 

Wiswesser Line Notation WNX1&1&IQ 
Evaluation A 

39SAT/SOG 
Ammonium acid succinate 
Heat Capacity 323 K, Cp =203.8 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 135.1194 

Wiswesser Line Notation QV2VQ &ZH 
Evaluation C 

C4H9N04 (c) 
2-Methyl-2-nitro-l,3-propanediol 
Phase Changes 
c.lI/c.I 352 K. 

c,IIliq 424 K, 

Molecular Weieht 135.1194 
Wiswesser Line Notation WNX1&IQIQ 
Evaluation A 

70MURIBRE 

I1H=25721 J. mol- l 

AS=73.22 J. mol-I. K- I 

AH=3844 J·mo!-I 
I1S=9.2 J·mol-I·K- 1 

C4H9NOs (c) 70MURJBRE 
2-Hydroxymethyl-2-nitro-l,3-propanediol 
Phase Changes 
c.IIJcJ 354 K, I1H=22446 J·mol- I 

~S=63.6 J.mol I' K I 

457 K 
Decomposition. 

Molecular Weight 151.1188 
Wiswesser Line Notation WNXIQIQIQ 

Evaluation A 

C"H9N06 (c) 

Ammonium acid tartrate 
Heat Capacity 323 K. 

Temperature range a to 100 'c. Mean 
lVIolecular Weight 1 () /. J 182 

Wiswesser Line Notation QVYQYQVQ &ZH 
Evaluation C 

39SATISOG 

32HUFIBOR 
Creatine 
Heat Capacity 296.3 K, C p = 171.1 J. mol-I. K- 1 

Temperature range 87 to 295 K. Value is unsmoothed experimental 
datum. 

Fntropy 29lU K, s= 189.5 J, mol-I K-I 

Extrapolation below 90 K, 55.69 J. mol-I. K -I. 

Molecular Weight 131.1340 
Wiswesser Line Notation QVINl&YZUM 

Evaluation B(Cp)'C(S) 

41SAT/SOG3 
Creatine 
Heat Capacity 323 K, C p = 1 %4.5 J. mol-I. K- \ 

Temperature range 0 to 100 0c. Mean value. 
Molecular Weight 131.1340 
Wiswesser Line Notation QVINI&YZUM 

Evaluation C 
Same data as 40SAT/SOG4. 

C4H9N302·H20 (c) 40HUFIFOX 
Creatine hydrate 
Heat Capacity 298.4 K, CI'=213.59 J·mol-J·K- 1 

Temperature range 90 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=234.3 J. mol-I. K- 1 

Extrapolation below 90 K, 68.58 J·mol-I·K- J. 
Molecular Weight 149.1492 

Wiswesser Line Notation QVIN1&YZUM &QH 
Evaluation B( C p),C(S) 

C4H tO (liq) 37PARISHO 
. 2-Methylpropane; lsobutane 

Heat Capacity 258.3 K, C p == 128.4 J. mol- I. K- 1 

Temperature range 79 to 261 K. Value is unsmoothed experimental 
datum. 

Entropy 260.9 K, S=198.7 J·mol-J·K- I 

Extrapolation below 67 K. 44.02 J·mol- I • K- 1• 

Phase Changes 

c/Jiq 113.2 K, 

Molecular Weight 58.1230 
Wiswesser Line Notation lYl&l 

Evaluation B(Cp)'C(S) 

C4H lO (Jiq) 
2-Methylpropane; lsobutane 
Heat Capacity 260 K. 

Temperature range 20 to 260 K. 
Entropy 261.44 K, 

Phase Changes 
clliq 113.74 K, 

liq/g 261.44 K, 

Molecular Weight 58.1230 
Wiswesser Line Notation I Y 1 & 1 
Evaluation A 

AH=4498 J·mol- I 

I1S=39.73 J. mol- J· K- J 

40AST/KEN 

S=200,79 J. mol-I. K- I 

AH=4540 J·mol- I 

115=39.92 ]·mol-l·K- 1 

6.H -21297 J'IIIU)-1 

AS=81.46 J·mo!-I·K- 1 

P== 101.325 kPa 

J. Phvs. Chern. Ref. Data. Vol. 25. No.1, 1996 
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31HUFIPAR 
n-Butane 
Heat Capacity 261.8 K, Cp =129.7 J·mo1- I·K- 1 

Temperature range 69 to 262 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, S=229.7 J·mol-I·K- I 

Extrapolation below 90 K, 48.95 J. mol-I. K- I. 

Extrapolated above 262 K. 
Phase Changes 
c,IUc,I 

c,l/liq 

107.0 K, 

134.1 K. 

Molecular Weight 58.1230 
Wiswesser Line Notation 4H 

Evaluation B(Cp )' C(S) 

I1H=2117 J. mol-I 

I1S=19.8 J·mol-I·K- I 

I1H=4372 J·mol- I 

I1S=32.6 J·mol-I·K- I 

C 4"lO (hq) 37PARISHO 
n-Butane 
Entropy 272.5 K, S=226.8 J·mol-I·K- I 

Calculated from heat capacity data reported by 31HUFIPAR. 
ExtrapOlation below 67 K, 41.34 J. mol-I. K- 1

• 

Molecular Weight 58.1230 
Wiswesser Line Notation 4H 
Evaluation C 

C4H IO (Jiq) 
n-Butane 
Heat Capacity 270 K, 

Temperature range 11 to 270 K. 
Entropy 298.15 K, 

40AST/MES 

Using extrapolated values of C p 273 to 298 K for the superheated 
liquid. 

Phase Changes 
c,Il/c,I 

c,l/liq 

liq/g 

107.55 K, 

134.86 K, 

272.05 K, 

Molecular Weight 58.1230 
Wiswesser Line Notation 4H 
Evaluation A 

C",H lOCI2Si (Jiq) 
Dichlorodiethylsilane 
Heat Cap,acity 298.16 K. 

TcmiJcrature range 13 to 298.16 K. 

Entropy 298.16 K. 
Phase Changes 
c/liq 174.10 K, 

Molecular Weight 157.11.+5 
Wiswesser Line Notation 2-SI-GG2 
Evaluation A 

C",HIOHg (]iq) 
Diethyl mercury 
Heat Capacity 298.15 K. 

Temperature range 5 to 300 K. 
Phase Changes 
c/liq 181A5 K, 

Molecular Weight 258.7130 
Wiswesser Line Notation 2-HG-2 
Evaluation A 

I1H=2067 J·mol- I 

I1S=19.22 J·mol-I·K- I 

~H=4661 J·mol- I 

.:15=34.56 J. mol- I·X- I 

!1H=22389 J. mol-I 
115=82.30 J. mol-I. K- I 

p= 101.325 kPa 

69NAGIDZH 

Cp""214.7 J. mol-I. K- I 

5=346.1 J. moi- I. K- I 

~H=8958 J. mol- t 

.lS=51.46 J. mol- J
• K- J 

78BURIKAM 

C,,=182.3 J·mol-t·K- J 

~H= 10500 J. mo]-J 

~5=57.87 J·mol- t ·K- J 

.1 Phv!=;. Chern. Ref. Data. Vol. 25. NO.1. 1996 

C4HlON2 (Jiq) 
Piperazine 
Heat Capacity 413 K, 

Temperature range 413 to 473 K. 
Molecular Weight 86.1364 
Wiswesser Line Notation T6M DMTJ 
Evaluation D 

C4H 10N20 (c) 
1,1,3-Trimethylurea 
Phase Changes 
clliq 344.4 K, 

Molecular Weight 102.1358 
Wiswesser Line Notation IMVNl&1 
Evaluation A 

C4H lONzO (c) 
Isopropylurea; Monoisopropylurea 
Phase Chonges 

c,IUc,I 
clliq 

375.5 K, 
427.4 K, 

Molecular Weight 1O? 1 ::1"18 . 

Wiswesser Line Notation ZVMY1&1 
Evaluation A 

C4HIONzO (c) 
Propylurea; Monopropylurea 
Phase Changes 
clliq 381.0 K, 

Molecular Weight 102.1358 
Wiswesser Line Notation ZVM3 
Evaluation A 

C4DIONzOs·D20 (c) 

88BOB/KAl\ 

87DELlFEJ 

I1H=14300 J·mol- t 

115=41.5 J·mol-I·K- I 

87DELIFE 

I1H=23 10 J. mol-I 

I1H= 17400 J. mol- t 

115=40.7 J·mo[-I·K- t 

87DELIFE 

I1H=14630 J·mol- t 

115=38.4 J. mol- J· K- I 

90FUKlMA 
Ammonium hydrogen oxalate hemihydrate-d t2 
Heat Capacity 

Temperature range 13 'to 300 K; data given graphically. 
Phase Changes 
c,lI/c,1 160.1 K, LlH=l1lO J.mol- I 

115=8.23 J. mol-I. K- I 

Molecular Weight 244.2416 
Wiswesser Line Notation QVVQ &ZH &QH &11H-2 &41H-2 

&61H-? ? )(r7!H_? )(rQIH-? &101H-2 

Evaluation A 
Note that authors have chosen to define a mole of substance as: 
X [(ND4)DC20 4 ·O.5D20]. 

C4HION20S·H20 (c) 
Ammonium hydrogen oxalate hemihydrate 
Heat Capacity 

Temperature range 13 to 300 K; data given graphically. 

90FUKlMJ 

Phase Changes 
c,II/c.I 145.4 K, j,H=730 J·mo!-J 

~5=6.01 J·mo]-t·K- J 

Molecular Weight 232.1468 
Wiswesser Line Notation QVVQ &ZH &QH 
Evaluation A 
Note that authors have chosen to define a mole of substance as: 

X [(NH4)HC20 .. · 0.5H20). 
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C4H lOO Oiq) 75AND/MAR 
2-0xa-3-methylbutane; Methyl isopropyl ether 
Heat Capacity 298.15 K, Cp =161.9 ]·mol-I·K- I 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 

Phase Chanl!es 
c,I1liq 127.93 K, 

c,IIIliq 123.06 K, 

Metastable crystals. 
Molecular Weight 74.1224 
Wiswesser Line Notation 1 Y 1 &0 1 
Evaluation A 

C4H lOO (Iiq) 
3-0xapentane; Diethyl ether 
Heat Capacity 286.6 K, 

Temperature range 274,286 K. 
Phase Changes 
liq/g 285.0 K, 

Molecular Weight 74.1224 
Wiswesser Line Notation 202 
Evaluation B 

5=253.7 J. mol-I. K- 1 

flH=5850 J'mol- I 

fl5=45.73 J·mol-I·K- I 

flH=5100 J·mor· 1 

il5 =41.44 J. mol-I. K- I 

24KEYIBEA 

flH=27530 J. mol- t 

.6.S =96.60 J. mol-to K-I 
p= 101.325 kPa 

C4H iOO (Jig) 26PARIHUF 
3-0xapentane; Diethyl ether 
Ht:ill Cilpadly 290.0 K, 170.7 J·mol-I·K- 1 

Temperature range 76 to 290 K. Value unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=283.3 J. mol-t. K-: 
Cxtnlpoldtiol1 below 90 K, 88.70 J·IlIU\-l·K-

I
. 

Phase Changes 
C/Eq 156.8 K, 

Molecular Weight 74.1224 
Wiswesser Line Notation 202 
Evaluation B(Cp ), C(S) 

AH=7301 j·mol- t 

.:15=46.6 J·mol-I·K- t 

C4H IOO (Iiq) 27BEN/WEN 
3-0xapentane; Diethyl ether 
Heat Capacity 308 K, 179.9 J·mol-t·K- 1 

Temperature range 308 to 488 K. Value unsmoothed experimental 
datum. Pressure 4U atmospheres. 

Molecular Weight 74.1224 
Wiswesser Line Notation 202 
Evaluation B 

3-0xapentane: Diethyl ether 
29PARJKEL 

Entropy ,q:;\ I K 5=252.7 J.mol-I.K-I 
Extrapolation below 90 K, 58.6 ]. 010)-1. K -I. 
Revision of previous data. 

Molecular Weight 7·+.\ 22-+ 
Wiswesser Line Notation 202 
Evaluation C 

C4H lOO (]iq) 

3-0xapentane: Diethyl ether 
Heat Capacity 255.2 K. 

35AOY/KAN 

Temperature range 80 to 255 K. Value unsmoothed experimental 
datum. 

Molecular \Veight 7-1.122-1 
Wiswesser Line l'Iotation 202 
Evaluation B 

C4H]oO (Jig) 
3-0xapentane; Diethyl ether 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation 202 
Evaluation D 

C4H]OO (Iiq) 
3-0xapentane; DiethyI ether 
Heat Capacity 293.15 K, 

Temperature range - 112 to 20 0 C. 
Molecular Weight 74.1224 
Wiswesser Line Notatiun 202 
Evaluation B 

C4H IOO Oig) 
3-0xapentane; Diethyl ether 
Heat Capacity 293 K, 

Temperature range -110 to 20 "C. 

Molecular Weight 74.1224 
Wiswesser Line Notation 202 
Evaluation B 

C4H IOO (Jig) 
3-0xapentane; Diethyl ether 
Ht:ill Cavadty 298.1 j K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1lig 149.86 K, 

c,l/liq 156.92 K, 

Metastablc crystal. 
Molecular Weight 74.1224 
Wiswesser Line Notation 202 
Evaluation A 

C4HuP (Jig) 
2-0xapentane; Methyl n-propyl ether 
I1eat Cal'ildty 298.1 J K, 

Temperature range 12 to 350 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 133.97 K, 

Molecular Weight 7-1.1224 
Wiswesser Line Notation 30 I 
Evaluation A 

C-lHIOO (Jig) 
2-0xapemam;: Melhyl n-propyl ether 
Heat Capacity 298.15 K. 

One temperature. 
Molecular \Veight 74.122-1 
Wiswesser Line Notation 30 I 
Evaluation B 

36KUR/VOS 

167.4 J. mol-I. K- t 

39MAZ2 

39MAZ3 

7ICOU/LEE 

C p =172.5 J.mol I'K I 

..lH -6320 J. rnol- 1 

.:15=45.5 J. mol-i. K- I 

~H=7190 )·mor·\ 
6.5=45.82 J. mol-t. K~! 

75AND/MAR 

5 =262.9 J. mor· t • K- t 

!J.H=7670 ]·mol- I 

~S=57.25 J·mol-I·K- I 

75FEN/HAR 
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(JjSWllZlh 

5,=LI45J-m()1 I K-1 

bH"'O).2J mol-' 
!lS-<>O.\)'J =1-'·+;-1 

(',,"'l19.)! 

ilSP1E/SOll 
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C4H lOO (Jiq) 
I-Butanol; n-Butyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation B 

C4H IOO (Jiq) 
I-Butanol; n-Butyl alcohol 
Heat Capacity 302.6 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation C 

Isomer not specified; normal assumed. 

C4H100 (liq) 
I-Butanol; n-Butyl alcohol 
Heat Capacity 323 K, 

Mean value 21 to 78°C. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation C 

C4H IOO (liq) 
I-Butanol; n-Blityl alcohol 

Heat Capacity 298.15 K. 
Temperature range 11 to 323 K. 

Entropy 298.15 K. 
Phase Changes 
clliq 184.5 K, 

Molecular Weight 74.1224 
Wiswesser Line Notation Q4 

Evaluation A 

C 4HJOO (liq) 
I-Butanol; n-Butyl alcohol 
Heat Capacity 301.2 K, 

Temperature range 2'&,40 °C. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation B 

33TREIWAT 

39PHI 

60SWIIZIE 

65COUIHAL 

t1H=9372 J. mol- 1 

IlS=50.79 J. mol-I. K- I 

70PAZfPAZ 

Cp = 179.5 J. mol-I. K- l 

C"HwO (lig) 79GRIIYAt\ 
\-Butanol: n-Buty\ alcohol 
Heat Capacity 303.5 K. Cp = 181.6 J. mol- J

• K- J 

Temperature range 303 to 462 K. p=O.98 bar. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation B 

C"H100 (Iiq) 81ARUfBAG 
I-Butanol: n-Butyl alcohol 
Heat Capacity 293.15 K. CI' = [7-*.3 J. mor- J. K- J 

Temperature range 293 to 373 K. p='O.1 MPa. Unsmoothed 
experimental datum given as 2.351 kJ/kg· K. Cl' given from 293.15 to 
533. J 5 for pressure range 10 to 60 MPa. 

Molecular Weight 74.122.t 
Wiswesser Line Notation Q4 
Evaluation B 

C4H 100 (liq) 
I-Butanol; n-Butyl alcohol 
Heat Capacity 298.15 K, 

Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation B 

84ZEGISOM 

C4H lOO (Jiq) 86GATfWOO 
I-Buranol; n-Bmyl alcohol 
Heat Capacity 298.15 K, Cp =176.67 J·mol-1·K- 1 

Temperature range 298.15 to 368.15 K. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation C 

C4H IOO Oiq) 
I-Butanol; n-Butyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation (.14 

Evaluation B 

86KORJKUK 

C4H lOO (liq) 86NAZJBAS 
I-Butanol; n-Butyl alcohol 
Heat Capacity 321.05 K, Cp =192.2 J·mol-1·K- J 

Temperature range 321.05, 349.20, 373.35 K. p=O.1 MPa. Unsmoothed 
experimental datum given as 2.5934 kJ/kg' K. 

Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation B 

C4H lOO (liq) 
I-Butanol; n-Butyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 

Evaluation B 

C4H IOO (liq) _ 
I-Butanol; n-Butyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 

Evaluation B 

C.jHlOO Oig) 
1-Butanol; n-Butyl alcohol 
Heat Capacity 298.15 K-

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 

Evaluation A 

C.jHIOO (Jig) 
I-Butanol; n-Butyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation Q4 
Evaluation B 

860GAlMUR 

86ROU/GRO 

86TANrrOY 

88ANDIPAT 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 



118 E. S. DOMALSKI AND E. D. HEARING 

26PARIAND 
tert-Butyl alcohol; 2-Methyl-2-propanol 
Heat Capacity 300 K, Cp =224.7 J·mol-I·K- I 

Temperature range 87 to 300 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=197.5 J·mol-I·K- I 

Extrapolation below 90 K, 53.35 J·mol-I·K- I. 
Phase Changes 
clliq 298.5 K, f:..H=6782 J·mol- I 

f:..5=22.72 J. mol-I. K- I 

Molecular Weight 74.1224 
Wiswesser Line Notation QX1&1&1 
Evaluation B(Cp ), C(S) 

C4H 100 (Jiq) 29PARIKEL 
tert-Butyl alcohol; 2-Methyl-2-propanol 
Entropy 298.1 K, 5=189.5 J·mol-'·K- ' 

Extrapolation below 90 K, 45.19 J. mol-I. K- I. Revision of previous 
data. 

Molecular Weight 74.1224 
Wiswesser Line Notation QXl&l&1 
Evaluation C 

C4H lOO (c,l) 
tert-Butyl alcohol; 2-Methyl-2-propanol 
Heat Capacity 298.15 K, 

Temperature range 15 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,I 286.14 K, 

c,III/c,I 294.47 K, 

f:..H=828 J·mol- I 

f:..5=2.89 J·mol-I·K- I 

f:..H=490 J·mol- 1 

.:l5~1.66 J·mol-I·K- I 

630ET 

Metastable transition, not always reproducible, c,III,metastable form. 
c,I/liq 298.97 K. f:..H=6702.8 J. mol-I 

.l5=22.42 J. mol-I. K- I 

Molecular Weight 74.1224 
Wiswesser Line Notation QXI&I&1 
Evaluation A 

C.~HIOO (Jiq) 76SKO/SUU 
tert-Butyl alcohol; 2-Methyl-2-propano\ 
Heat Capacity 298.15 K, C,,=218.6 J·mol-I·K- 1 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation QX 1 & 1 & I 
Evaluation A 

C 1H IOO (\ig) 77DEVIPER 
tert-Butyl alcohol: 2-Methyl-2-propanol 
Heat Capacity 298.15 K. Cp =210 J·mol-I·K- I 

Temperature range 298.15, 313.15. 328.15 K. 
Molecular Weight 7..J..1224 
Wiswesser Line Notation QXl&I&1 
Evaluation B 

C~HJ(p (Jiq) 77~IURlSUB 

tert-Butyl alcohol: 2-\,lethyl-2-propano\ 
Heat Capacity 298.15 K. C" = 22..J..9 J. mo\-I. K- I 

One temperature. 
;\lolecular Weight 7..J..I 22..J. 
\Viswesser Line Notation QX I & 1 & I 
Evaluation B 

. 1 Ph\l~ r.ht>m qpf n::lt::l Vnl ?'" Nn 1 1 QC\f; 

C4H lOO (liq) 77VISIPER 
tert-Butyl alcohol; 2-Methyl-2-propanol 
Heat Capacity 298 K, Cp =210 J·mol-1·K- 1 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation QXl&I&1 
Evaluation B 

C4H lOO (Jiq) 88CAC/COS 
tert-Butyl alcohol; 2-Methyl-2-propanol 
Heat Capacity 298.15 K, Cp =215.37 J·mol-I·K- 1 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation QXI&I&1 
Evaluation B 

C4H lOO (liq) 880KAlOGA 
tert-Butyl alcohol; 2-Methyl-2-propanol 
Heat Capacity 299.15 K, Cp =221.88 J. mol-I, K- I 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation QXl&I&1 
Evaluation B 

C4H lOO (liq) 36PARfTHO 
2-Butanol; sec-Butyl alcohol 
Heat Capacity 281.7 K, Cp =184.9 J·mol-I·K- 1 

Temperature range 103 to 282 K. Glass at lower temperature. 
Unsmoothed experimental datum. 

Molecular Weight 74.1224 
Wiswesser Line Notation QY2&1 
Evaluation B 

C4H IOO (Jiq) 
2-Butanol; sec-Butyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation QY2& 1 
Evaluation B 

C4H lOO (liq)' 
2-Dutanol; scc-Dutyl alcohol 

Heat Capacity 298.15 K, 

Temperature range II to 350 K, 
Entropy 298.15 K, 
Phase Changes 

c/liq 177.38 K, 

Molecular Weight 74.1224 
Wiswesser Line Notation QY2& 1 

Evaluation A 
Optically active form. 

C~HlOO (Jiq) 
2-Butanol; sec-Butyl alcohol 
Heat Capacity 298.15 K. 

Temperature range II to 350 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 184.70 K. 

Molecular Weight 74.1224 
Wiswesser Line Notation QY2& 1 
Evaluation A 

Optically inactive form . 

76CON/GIN 

71AND/CON 

f:..H=6000 J·mo!-I 

.6.5=33.83 J·mo!-I·K- 1 

7 lAND/COl'-< 

f:..H=5970 J·mo\-I 
.6.5=32.32 J·mo\-I·K- 1 



HEAT CAPACITIES AND ENTROPIES OF ORGANIC COMPOUNDS 119 

C4H]OO (Jig) 
2-Butanol; sec-Butyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation QY2&1 
Evaluation B 

C4HlOO (Jig) 
2-Butanol; sec-Butyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation QY2& 1 
Evaluation B 

C4H]oO (Jiq) 
2-Butanol; sec-Butyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 74.1224 
Wiswesser Line Notation QY2& I 
Evaluation A 

(C4H 100Si)n (liq) 
Po[y( diethylsiloxane) 
Heat Capacity 298.15 K, 

Temperature range 14 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 203 K, 

Degree of crystallinity =72%. 
cfllq 295 K, 

Degree of crystallinity= 100%. 
Molecular Weight 102.2079 

880KAlOGA 

88PIE/SOM 

92STE/CHI 

82KULILEB 

6.H=2070 ]·mol- I 

6.5=10.2 J·mo)-I·K- I 

CHf=2876 J. mol-I 
11.5=9.75 J. mol-I. K- 1 

Wiswesser Line Notation /*-SI-2&2&0*/ 
Evaluation A 

(C4H IOOSi)n (Iiq) 
Poly(diethylsiloxane) 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 203 K, 

Degree of crystallinity = 720/c. 
cJ/liq 295 K, 

Degree of crystallinity = I OOo/t:. 
Molecular Weight 102.2079 

84LEB/KUL 

5=215.4 J·mol-I·K- I 

6.H=2070 J·mo!-I 
~5= 10.2 J. mol-I. K-! 

:lH=2876 J·mol- I 

;).5=9.75 J·mol-I·K- I 

Wiswesser Line Notation /,1'-SI-2&2&O"'/ 

Evaluation A 
T(glass)= 130 K. 

(C.jHIOOSOn (hq) 
Poly(diethy Isiloxane) 
Phase Changes 

dUd 206 K. 

c.l/liq 276 K. 

Molecular \-Veight 102.2079 

~~WIE/WUN 

j,H=1700 J·mol- I 

j,5=8.5 J·mol-l·K- 1 

j,H= 1700 J. mol- 1 

j,5=6.3 J·mol-1·K-· 1 

'Vi~We~S(T Line Notatioll /'"-31-2&2&0"'/ 

Evaluation A 
T(glass)= 135 K. 

(C4H 100Si)n (amorph) 89VARIWES 
Poly(diethylsiloxane) 
Heat Capacity 298.15 K, Cp =I64.994 J·mo]-I·K- I 

Temperature range 0.10 to 550 K. C,,(lig)=0.2365T+93.75 J/(K mol) 
(290 to 360 K). 

Entropy 298.15 K, 5::=213.697 J·mol-I·K- 1 

Phase Changes 
c,UUc,II 206.7 K, I1.H=2720 J·mo!-I 

100% crystallinity/condis crystal. 
c,lI/c,1 282.7 K, 6.H= 1840 J. mol- I 

Condis crystal/viscous crystal. 
c,I/liq 308.5 K, I1.H=231 J. mol- I 

Molecular Weight 102.2079 
Wiswesser Line Notation /*-SI-2&2&0*/ 

Evaluation A 
T(glass)::= 135 K. 

(C<JHluOSj)n (c) 81)VARIWES 

Poly( diethy lsiloxane) 
Heat Capacity 298.15 K, C p = 164.994 J. mol -I . K- I 

Temperature range 0.10 to 308.50 K. 
Entropy 298.15 K, S=212.720 J.mo]-I.K-I 
Phase Changes 
c,IIIIc,II 206.7 K, 6. H = 2720 J. mor- 1 

100% crystallinity/condis crystal. 
c,IIIc,! 282.7 K, I1.H=1840 J. mo!-\ 

Condis crystal/viscous crystal. 
c,I/liq 308.5 K, I1.H=231 J·mol- I 

Molecular Weight 102.2079 
Wiswesser Line Notation /*-SI-2&2&0*1 
Evaluation A 

T(glass)= 135 K. 

C 4H lO0 2 (Jiq) IjKU:-i/:-iUU 

2,5-Dioxahexane; l,2-Dimethoxyethane 
Heat Capacity 298.15 K, C,,= 193.3 J. mol- 1 • K- 1 

One temperature. 
Molecular Weight 90.1218 
Wiswesser Line Notation ] 020 I 
Evaluation B 

C4H toOz (Jig) 91 TRE/COS 
2,5-Dioxahexane; I ,2-0imethoxyeth~me 
Heat Capacity 298.15 K, C,,=191.14J.mol- 1.K- 1 

One temperature. 
Molecular Weight 90.12 I 8 
Wiswesser Line :"l'otation I 020 I 
Evaluation B 

C4H toOZ (Jiq) 73KUS/SUC 
3-0xa-I-pentanol; 2-Ethoxyethanol 
Heat Capacity 2911.15 K. C,,=? 108 J. mol-I. K'I 

One temperature. 
Molecular Weight 90.1218 
Wiswesser Line Notation Q202 
Evaluation B 

C4H IOOZ (liqJ 78ROUIPER 
3-0xa-I-pentanol: 2-Ethoxyethanol 
Heat Capacity 298.15 K, CI'=210.5 J. mOr-l. K- I 

Temperature range 283.15. 298.15, 313. 15K. Data at three 
temperatures. 

Molecular Weight 90.1218 
Wlswesser LIne Notation Q202 

Evaluation C 
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C4H lO0 2 (liq) 91SVO/ZAB 
3-0xa-l-pentanol; 2-Ethoxyethanol 
Heat Capacity 298.15 K, Cp =209.82 J·mol-I·K- I 

Temperature range 298 to 330 K. C/liq)=84.928+0.4189(TIK) J. 
mol-I. K- I. C p value calculated from equation. 

Molecular Weight 90.1218 
Wiswesser Line Notation Q202 
Evaluation B 

C4H100 2 (liq) 
1,3-Butanediol; 1,3-Dihydroxybutane 
Heat Capacity 303 K, 

One temperature. 
Molecular Weight 90.1218 
Wiswesser Line Notation QY1&2Q 
Evaluation B 

72KAW/OTA 

C4HlO0 2 (liq) 74PETITER 
1,4-Butanediol; 1,4-Dihydroxybutane 
Heat Capacity 297.79 K, Cp =178 J·mol-I·K- I 

Temperature range 297 to 470 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 90.1218 
Wiswesser Line Notation Q4Q 
Evaluation B 

C4H100 2 (liq) 
1,4-Butanediol; 1,4~Dihydroxybutane 
Heat Capacity 298.15 K, 

Temperature range 5 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 293.58 K, 

Molecular Weight 90.1218 
Wiswesser Line Notation Q4Q 
Evaluation A 

C4H lO0 2 (liq) 
1,4-B utanediol; 1,4-Dihydroxybutane 
Heat Capacity 298.15 K, 

Temperature range 5 to 450 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 293.58 K, 

Molecular Weight 90.1218 
Wiswesser Line Notation Q4Q 
Evaluation A 

79NISIBAB 

aH=18700 J·mol- I 

as=63.72 J·mol-I·K- I 

84VASIPET 

aH= 18700 J. mol- I 

as=63.7 J·mol-I·K- 1 

C4H lO0 2 (liq) 36KHO/KAL 
2.3-Butanediol; 2,3-Dihydroxybutane 
Heat Capacity 298.2 K, Cp =213.0 J·mol-I·K- I 

Temperature range 26 to 140 DC. 
Molecular Weight 90.1218 
Wiswesser Line Notation QYI&YQI 
Evaluation C 

Extracted from Chern. Abst. 30,4080 (936). 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 

C4H lO0 2Se (Iiq) 
,B-Selenodiglycol 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 

83GEIIGU~ 

Phase Changes 
clliq 154.0 K, aH=110 J·mol- I 

as=0.7 J·mol-I·K- I 

Glassy (solid) to liquid. 
Molecular Weight 169.0818 
Wiswesser Line Notation Q2-SE-2Q 
Evaluation A 

C4H lO0 3 (liq) 79STEITA1 
Diethylene glycol; 1,5-Dihydroxy-3-oxapentane 
Heat Capacity 298 K, Cp =287.0 J. mol-I. K- I 

'temperature range '2/3 to ) 13 K. 

Molecular Weight 106.1212 
Wiswesser Line Notation Q202Q 
Evaluation B 

C4H lO0 3 Oiq) 82ZAI 
Diethylene glycol; 1,5-Dihydroxy-3-oxapentane 
Heat Capacity 298 K, Cp =243.9 J·mol-I·K- 1 

Temperature range 298, 323, 363 K. 
Molecular Weight 106.1212 
Wiswesser Line Notation Q202Q 
Evaluation B 

C4H lO0 4 (c) 26PARIANI 
1,2,3,4-Tetrahydroxybutane; 1,2,3,4-Butanetetrol; Erythritol 
Heat Capacity 291.7 K, Cp =161.9 J·mol-I·K- I 

Temperature range 87 to 292 K. Value is unsmoothed experiment,' 
datum. 

Entropy 298.1 K, S= 177.8 J. mol-I. K- 1 

Extrapolation below 90 K, 55.48 J. mol- I . K -I. 
Molecular Weight 122.1206 
Wiswesser Line Notation QIYQYQIQ 
Evaluation B(Cp ), C(S) 

C4H1f)04 (c) 29PARlKE: 
1,2,3,4-Tetrahydroxybutane; 1,2,3,4-Butanetetrol; Erythritol 
Entropy 298.1 K, S=166.5 J·mol-1·K- 1 

Extrapolation below 90 K, 44.35 J. mol-I. K- I. Revision of previou 
data. 

Molecular Weight 122.1206 
Wiswesser Line Notation QIYQYQIQ 
Evaluation C 

C4H100 4 (c) 32SPAlTH( 
1,2,3,4-Tetrahydroxybutane; 1,2,3,4-Butanetetrol; Erythritol 
Heat Capacity 303 K, Cp =170.7 J·mol-1·K- I 

Temperature range 30 to 150 DC. 
Phase Changes 
c/liq 381.6 K, 

Molecular Weight 122.1206 
Wiswesser Line Notation QIYQYQIQ 
Evaluation B 

aH=42359 J. mol- I 

as= 111.0 J. mol-I. K- I 
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C4H100 4 (c) 90BARIDEL 
1,2,3,4-Tetrahydroxybutane; 1,2,3,4-Butanetetrol; Erythritol 
Phase Changes 
clliq 390.9 K, ~H=39400 j·mol- I 

AS=100.8 J·mol-1·K- 1 

Molecular Weight 122.1206 
Wiswesser Line Notation QIYQYQIQ 
Evaluation A 

C4HlO0 6S3 (c) 56DAV/STA 
Trimethylsulfonylmethane 
Heat Capacit~ 298.15 K, Cp =269.62 j·mol-1·K- 1 

Temperature range 22 to 293 K. 
Entropy 298.15 K, 5=304.60 j·mol-I·K- I 

Molecular Weight 250.2994 
Wiswesser Line Notation lSWYSW1&SWl 
Evaluation A 

C4H 10S (Jiq) 55MCCIFIN 
3-Methyl-2-thiabutane; Isopropyl methyl sulfide 
Heat Capacity 298.15 K, Cp =I72.38 J·mol-1·K- I 

Temperature range 12 to 344 K. 
Entropy 298.15 K, 
Phase Changes 
efli'1 171.65 K. 

Molecular Weight 90.1830 
Wiswesser Line Notation lYl&SI 
Evaluation A 

C4H10S (Jiq) 
3-Thiapentane; Diethyl sulfide 
Heat Capacity 298.15 K, 

Temperature range 16 to 316 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 169.21 K, 

Molecular Weight 90.1830 
Wiswesser Line Notation 2S2 
Evaluation A 

C4H10S (Jiq) 
2-Thiapentane; Methyl n-propyl sulfide 
Heat Capacity 298.15 K, 

Temperature range 12 to 326 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 160.17 K, 

Molecular Weight 90.1830 
Wiswesscr Line Notation 3S 1 

Evaluation A 

~H=9355 J·mol- 1 

~S=54.50 J. mol-I. K- I 

52SCOIFIN2 

~H= 11903 J. mol- 1 

A5=70.35 J. mol-I. K- I 

57SCOIFIN 

AH=9912 J·mol- I 

A5=6J.88 J. mol-I. K-: 

58SCO/MCC 
2-Methyl-I-propanethiol; Isobutyl mercaptan 
Heat Capacity 298.15 K, Cp =17J.88 J·mol- I. K- I 

Temperature range 10 to 350 K. 
Entrupy 298.15 K, 

Phase Changes 
c/liq 128.31 K, 

Molecular Weight 90.1830 
Wiswesser Line Notation SH I Y 1 & I 
Evaluation A 

.lH=4982.3 J·mol- I 

~S=388.3 j. mol-I. K- I 

C4H lOS (liq) 
I-Butanethiol; n-Butyl mercaptan 
Heat Capacity 298.15 K, 

Temperature range 12 to 314 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 157.47 K, 

Molecular Weight 90.1830 
Wiswesser Line Notation SH4 
Evaluation A 

57SCOIFIN 

~H=10460 J·mol- I 

~S=66.43 j·mol- I. K- I 

C4H10S (liq) 82TUT/GAB 
I-Butanethiol; n-Butyl mercaptan 
Heat Capacity 300 K, Cp =171.39 J·mol- 1·K- 1 

Temperature range 273 to 373 K. Cp =155.76+2.780XlO-2T+8.100 
X 1O-5T2. 

Molecular Weight 90.1830 
Wiswesser Line Notation SH4 
Evaluation B 

C4H10S (liq) 53MCC/SCO 
2-Methyl-2-propanethiol; tert-Butyl mercaptan 
Heat Capacity 298.15 K, CI'=175.06 J·mol-I·K-\ 

Temperature range 12 to 329 K. 
Entropy 298.15 K, 
Phase Changes 
c,IV/c,1II 

c,lll/c,1l 

c,II/c,1 

c,l/liq 

151.6 K, 

157.0 K, 

199.4 K, 

274.42 K, 

Molecular Weight 90.1830 
Wiswesser Line Notation SHX 1 & 1 & I 
Evaluation A 

C4H 10S (Jiq) 
2-Butanethiol; sec-Bu.tyl mercaptan. 
Heat Capacity 298.15 K, 

Temperature range 12 to 309 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 133.02 K, 

Molecular Weight 90.1830 
Wiswesser Line Notation SHY2& \ 
Evaluation A 

C4H IOS2 (liq) 
Diethyl disulfide; 3,4-Dithiahexane 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 171.64 K, 

Molecular Weight 122.2430 
Wiswesser Line Notation 2SS2 
Evaluation A 

~H=4066.8 J·mol- l 

IlS=26.83 J·mol-I·K- 1 

~H=648.1 J·mo!-I 
~S=4.13 j·mo!-I·K- 1 

~H=970.7 J. mol- I 

~S=4.87 j·moI-I·K- 1 

~H=2481.9 J·mol- I 

~5=9.04 j. mol-I. K- 1 

58MCCIFIN 

~H=6477 j·moI- 1 

~5=48.69 J·mo]-I·K- I 

52SCOIFIN 

~H=9404.4 j. mol- I 

LlS=S4.1Y J·mol I·K-I 
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I'",H to 7.n (Ii']) 

Diethyl zinc 
Heat Capacity 298.15 K, 

Temperature range 18 to 273 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 239.80 K, 

Molecular Weight 123.5030 
Wiswesser Line Notation 2-ZN-2 
Evaluation A 

CfHIOZn (JiQ) 

Diethyl zinc 

Heat Capacity 298.15 K, 
Temperature range 5 to 300 K. 

Entropy 298.15 K, 
Phase Changes 
c,II1c,I 148.4 K, 

c,IIliq 236.98 K, 

Molecular Weight 123.5030 
Wiswesser Line Notation 2-2N-2 
Evaluation A 

C4HU N (Ijq) 
Diethylamine 
Heat Capacity 

One temperature. 
290 K, 

Molecular Weight 73.1376 
Wiswesser Line Notation 2M2 
Evaluation D 

C~HllN (liq) 
Diethylamine 

Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 73.1376 
Wiswesser Line Notation 2M2 
Evaluation B 

87GIB/GRI 

LlH=18050 J·mol- l 

~S==75.30 J. mol-I. K- I 

RRRARfNTS 

LlH==275.4 J. mol- 1 

~S=2.12 J. mol-!· K- l 

~H= 16634 J. mol-! 

LlS=70.19 J. mol-I. K- l 

36KURIVOS 

85COS/PAT 

C~HllN (Iiq) 85COSIPAT2 

Diethylamine 
Ht!al Capadl.y 298.13 K. Cp =178.1 J·mol-'·K- ' 

Temperature range 283.15, 298.15. 3\3.15 K. 
Molecular Weight 73.1376 
Wiswesser Line Notation 2M2 
Evaluation B 

C-4HIIN Iliq) 71 KONN/AD 
2-Methyl-l-aminopropane: Isobutylamine 

Heat Capacity 298.15 K. CI' = 19-1. J. mol-I. K- 1 

One temperature. 

Molecular Weight 73. \376 
Wiswesser Line Notation Z 1 Y 1& 1 
E .... aluation B 

C~Hl\;\ \liql 
l-Aminobutane: n-Butylamine 
Heat Capacity 298.15 K. 

One temperature. 
;\Io)ecu}ar ~Yeight 73.l 376 

Wiswesser Line ;";otation Z-\. 
E\'aluation B 
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7 1 KON/\vAD 

C4HUN (liq) 67SMIJG00'2 

2-Methyl-2-aminopropane; tert-Butylamine 
Heat Capacity 298.15 K, Cp =192.0 J·mol-I·K-1 

One temperature. 

Molecular Weight 73.1376 
Wiswesser Line Notation ZXl&l&l 

Evaluation B 

C4HHN Oiq) 7lKONfWAD 
2-Methyl-2-aminopropane; tert-Butylamine 
Heat Capacity 298.15 K, Cp ==190J.mor l .K- 1 

One temperature. 
Molecular Weight 73.1376 

Wiswesser Line Notation ZXl&l&l 

Evaluation B 

C4HllN (liq) 72FIN/MES 
2-Methyl-2-aminopropane; tert-Butylamine 
Heat Capacity 298.15 K, Cp =191.71 J·mol- 1·K-1 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 

Phase Changes 
c,IIIIc,Il 91.30 K. 

c,U/c,I 202.27 K, 

c,I/liq 206.19 K, 

Molecular Weight 73.1376 
Wiswesser Line Notation ZXl&l&1 

Evaluation A 

C4HuNO (liq) 
N,N-DiethylhydroxYlamine 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 89.1370 
Wiswesser Line Notation QN2&2 

Evaluation B 

C4HlI NO (liq) 
3-Methoxypropy lamine 
Heat Cupacity 298.15 K, 

Temperature range 55 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 135 K 

Glasslliquid transition. 
Molecular Weight 89.1370 
Wiswesser Line Notation 2301 
Evaluation B 

C4HllNO (Iiq) 
2-Amino-2-methylpropanol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 89.1370 
Wiswesser Line Notation ZX1&1&lQ 

Evaluation B 

S=233.63 J·mol- I • K- 1 

LlH=113.51 J·mo1- 1 

LlS==1.24 J·mo1- 1·K- 1 

4.H=6052.6 J. mol- l 

LlS=29.91 J·mol-l.K- 1 

4.H=882.0 J. mol- l 

4.S==4.28 J. mol-I. K- 1 

90STE/CHl 

84GEIIKAR 

80ROUIROB 
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C4H llN02 (c) 82MIN/SAB 
Diethanolamine 
Heat Capacity 298.15 K, Cp =137 }·mo!-I·K- 1 

One temperature. Cp given as 1.3 J·K-I.g- I, an estimated value. 
Molecular Weight 105.1364 
Wiswesser Line Notation Q2M2Q 
Evaluation C 

C4HllNOz (c) 
2-Amino-2-methy 1-1.3-propanediol 
Phase Changes 
c,Il/c,1 3:51 K, 

c,Illiq 384 K, 

Molecular Weight 105.1364 

70MURIBRE 

tlfl= 2520:5 J. mol- J 

.:lS=72.0 J. mol-I. K- I 

.:lH=2991 }·mol-1 

,15=7.9 }·mol-1·K- 1 

Wiswesser Line Notation ZXl&l&iQlQ 
Evaluation A 

C4Hu NOz (c) 
2-Amino-2-methyl-l,3-propanediol 

90ZHAJYAN 

Heat Capacity 301.40K, Cp =161.37J·mol- I ·K-! 
Temperature range 280 to 370 K. Unsmoothed experimental datum. 

Phase Changes 
c,nI/c,n 

c,II/c,I 

c,I/liq 

352.89 K, 

353.72 K, 

384.08 K, 

Molecular Weight lOS.1364 

llH=5000J'mol- 1 

6.5=14.2 }·mo!-I·K- 1 

.1H=18460 ]·mol-! 

.:lS=52.2 j·mo!-I·K- 1 

tlll-2780 J'lllol- 1 

.:lS;;;:;;.7.23 j·mol-I·K- 1 

Wiswesser Line Notation ZX 1 & 1 & 1 Q 1 Q 
Evaluation B 

C4H llN02 (c) 

2-Amlilo-2-methyl-l,3-propanediol 
Heat Capacity 

91BARIFON 

Temperature range 273 to 423 K. Data given graphically. 
Phase Changes 
c,II/c,I 351.25 K, 

c,Uliq 383.55 K. 
Molecular Weight 105.1364 

~H=24680 J. mol- 1 

;j.H=2731 J'mol- I 

Wiswesser Line Notation ZX1&1&1QIQ 
Evaluation B 

C4HlIN03 (C) 72ARVIWES 
Tris(hydroxymethyl)aminomethane; TRIS; THAM 

Heat Capacity 298.15 K Cf1= 167.19 J. mol-I. K- I 

Temperature range 5 to 300 K. 
Entropy 298.l5 K. 5== 175..+4 J. mol-I. K-) 
Molecular Weight [21.[358 
Wiswesser Line Notation Q 1 XZ 1 Q \ Q 
E.valnation A 

C .. HuN03 {e) 70MURIBRE 
2-Amino- 2-h\,droxvmcthvl-1J-propanediol 
Phase Changes 
c.Il/c.I 

c.lJliq 

..J.05 K. 

-1-39 K. 

Molecular Weight 121.1358 

Wiswesser Line ~otation ZX 1 Q 1 Q I Q 
Evaluation A 

..1H:==:.3'+262 ]'mol- I 

~S=8-+.9 J. mol-I. K- 1 

..1H==30·H j·mor- I 

.. H=7.1 J·1110]-I·K- 1 

C4H l1N03 (c) 90YINILIN 
2-Amino-2-hydroxymethyl-l,3-propanediol 
Heat Capacity 298.15 K, Cp =171.27 j·morl·K- 1 

Temperature range 290 to 450 K. 
Phase Changes 
c,IIlc,I 407.44 K, .1H==:33416 j·mol- l 

Bifurcated transition. 
c ,We ,l 407.56 K 

c,I/1iq 443.4 K, AH=:2407 J. mol- 1 

Molecular Weight 121.1358 
Wiswesser Line Notation ZX 1 Q 1 Q 1 Q 
Evaluation A 

C4H llN30 7 (c) 
Diglyclne nitrate 

85TARfSAV 

Heat Capacity 298.15 K, Cp =297 J·mol-l·K- l 

Temperature range 80 to 300 K. Data given graphically. 
Cp = -0.0108+0.231 XlO- 2T-D.631 xlO-5T1+O.830X lO-8T3 cal· 
g-I·K- l (80 to 300 K). Cp value calculated from equation. 

Phase Changes 
c,II/c,I 206.5 K, 

Molecular Weight 213.1468 

6.H= 1072 J. mol-I 
6.S=5.19 J·mol-I·K- 1 

Wiswesser Line Notation ZlVQ 2 &WNQ 
Evaluation C 

C4H12BrN (c) 62CHAlWES2 
Tetramethy lammonium bromide 
Hent Cnpncity 29\!..lS K, C p -161.67 J·mot-l·re l 

Temperature range 5 to 350 K. 
Entropy 298.15 K, S=200.79 J'mol-1·K-1 

Molecular Weight 154.0495 
Wiswesser Line Notation lKl&1&1 &E 
Evaluation A 

C4HuBrN (c) 74BURIVER 
Tetramethylammonium bromide 
Heat Capacity 298 K, Cp =159.4 }·mol-I·K- 1 

Temperature range 273 to 373 K. 
Molecular Weight 154.0495 
Wiswesser Line Notation lKl&1&1 &E 
Evaluation J? 

Tetramethylammonium trichlorocadmate 
Phase Changes 
c,IV/c,UI II 1.3 K, 
c,III/c,U 122.7 K, 

dIlc,I 400 K 
Molecular Weight 292.9145 

87BRAICHA 

6.H'='143.5 J'11101-\ 

AH==714.7 J·mol- I 

Wiswesser Line Notation tKL&l&l .CD G3 
Evaluation A 

C4H12CdSe (liq) 
Dimethylcadmium· dimethyJseJenium 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K 
Phase Changes 
c/lig 205.64 K, 

Molecular Weight 251.5088 

92LEB/KUL 

AH= t2679 J. mol-! 
AS=6L61 J·mo]-I·K- 1 

\Viswesser Line Notation l-SE-l &l-CD-l 
Evaluation A 
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C4H12CdTe (Iiq) 
Dimethyl cadmium· dimethyl tellurium 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 103.2 K, 

c,IJliq 210.45 K, 

Molecular Weight 300.1488 

92LEB/KUL 

flH=669 J. mol- I 

flS=0.84 J·mol-I·K- I 

flH= 10775 J. mol-I. K- I 

flS=51.40 J. mol-I. K- I 

Wiswesser Line Notation 1-TE-l & l-CD-l 
Evaluation A 

C4H12ClN (c) 
Tetramethy lammonium chloride 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/III/c,II 75.76 K, 

c,II/c,I 184.85 K, 

1 ransltlon over range 1 ~U to 19U K. 

Molecular Weight 109.5985 
Wiswesser Line Notation lKl&I&1 &G 
Evaluation A 

C4H 12CIN (c) 

Tetramethylammonium chloride 
Phase Changes 
c,II1c,I 536 K, 

Molecular Weight 109.5985 

62CHA/WES2 

flH= 116.3 J. mol-I 
flS= 1.54 J. mol-I. K- I 

flH= 108.4 J. mol- I 

flS=0.59 J. mol-I. K- I 

70MURIBRE 

flH=9905 J·mol- I 

flS=18.4 J·mol-I·K- I 

Wiswesser Line Notation lKl&I&1 &G 
Evaluation A 

tert-Butylammonium perchlorate 
Phase Changes 
c,llI/c,II 327 K, 
c,II1c,I 394 K. 
c,IIliq 414 K, 
Molecular Weight 173.5961 

9IISHIlWA 

flS=6.9 J·mol-I·K- I 

flS=12 J·mol-I·K- I 

flS=17 J·mol-I·K- I 

Wiswesser Line Notation ZX 1 & 1 & I &QGO 3 
Evaluation A 

C4H 12CI3MnN (el 83DUN/JEW 
Tetramethylammonium trichloromanganate(II) 
Heat Capacity 299.55 K, C p =240.0 J·mol-I·K- 1 

Temperature range 1.5 to 300 K. Value is unsmoothed experimental 
datum. 

Phase Changes 
c.II1cJ 126.52 K 

Monoclinic-hexagonal. 
Molecular Weight 235.4425 
Wiswesser Line Notation 1 K 1 &: 1 &: 1 .MN (jj 

Evaluation A 

C4H12CI3MnN (c) 
Tetramethylammonium triehloromanganate(II) 
Phase Changes 
c,II/c,I 132.1 K 

Monoclinic-hexagonaL 
Molecular Weight 235.4425 
Wiswesser Line Notation lKl&I&1 .MN G3 
Evaluation A 

87BRNCHA 

C4H12CI4FeN (c) 87RUIILOP 

Tetramethylammonium tetrachloroferrate (III) 

Heat Capacity 
Temperature range 60 to 350 K. Data given graphically. 

Phase Changes 
c,VI/c,V 236.1 K, flH=498.9 J. mol- I 

c,V/c,IV 291.4 K, 

c,IV/c,I1I 307.4 K, 

c,IIIIc,II 347.0 K, 

c,II1c,I 381.0 K, 

Molecular weight 271.~U4S 

flS= 1.98 J. mol-I. K- I 

tlH=2524 J. mol-I 
flS= 10.7 J. mol-I. K- I 

tlH=734.3 J·mol- I 

tlS=2.38 J. mol-I. K- I 

tlH=713.1 J·mol- 1 

tlS=2.05 J. mol-I. K- I 

tlH=5319.6 J·mol- I 

tlS=14.0 J. mol-I. K- I 

Wiswesser Line Notation lKl&l&l .FE G4 
Evaluation A 

C4H 12Ge (liq) 
Tetramethylgermane 
Heat Capacity 300 K, 

Temperature range 15 to 300 K. 
Entropy 300 K, 
Phase Changes 
c/liq 184.368 K, 

liq/g 285 K, 

Molecular Weight 132.7288 

Wiswesser Line Notation I-GE-l&l&l 
Evaluation A 

C4Hl2IN (c) 
Tetramethylammonium iodide 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Molecular Weight 201.0500 
Wiswesser Line Notation lKI&l&l &I 
Evaluation A 

C4H12IN (c) 
Tetramethylammonium iodide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 201.0500 
Wiswesser Line Notation 1 K 1 &: I & I &1 
Evaluation B 

70VALIKIL 

tlH=7447.1 J·mol- I 

tlS=40.39 J. mol-I. K- I 

tlH=28125 J·mol- I 

tlS=98.7 J·mol-1·K- 1 

P=I atm 

40COUIPIT 

88NAG/SAK 
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C4H12N2 (liq) 
1,2-Diamino-2-methylpropane 
Heat Capacity 298.15 K, 

Temperature range 11 to 375 K. 
Entropy 298.15 K, 
Phase f:hanges 
c,II/c,I 

c,I/liq 

237.5 K, 

256.1 K, 

Molecular Weight 88.1423 
Wiswesser Line Notation ZXI&I&IZ 
Evaluation A 

Ammonium succinate 

75MESIFIN 

AH=15464 J'mol- l 

AS=65.11 J·mol-I·K- I 

AH=2230 J·mol- l 

AS=8.71 J·mol-I·K- I 

39SAT/SOG 

HPRt CRpal'ity 323 K, C
p

=2SS.2 J.mol-1.K-I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 152,1498 
Wiswesser Line Notation QV2VQ &ZH 2 
Evaluation C' 

39SAT/SOG 
Ammonium tartrate 
Heat Capacity 323 K, C p = 284.5 J. mol-I. K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 184.1486 
Wi<i;wP<i;<i;E'r I,inE' NntMion QVVQVQVQ &7H ? 

Evaluation C 

C4U 120 4Si Cliq) 08KAIIIKOE 

Tetramethyl silicate; Methyl silicate 
Heat Capacity Cp =3i9 J·mol-t·K- 1 

Temperature range 296 to 388 K. One value given for the entire 
temperature range. C p given as 0.5011 cal· g -I. K- 1, 

Phase Changes 
liq/g 394 K, 

Mol(>('ular Wpight 152.2219 

AH=30900 J. mol-I 
AS=78.4 J. mol-I. K- I 

Wiswesser Line Notation 10-SI-01&01&01 
Evaluation D 

C.jH120.jSi (Jig) 85NKIlCHA 
Tetramethyl silicate; Methyl silicate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 152,22 19 
Wiswesser Line Notation I O-Sl-O 1 &0 I &0 I 
Evaluation B 

C.jH I2Pb (Jiq) 

Tetramethyllead 
PIUtllt: Chaugt:ll 

c/liq 2-12,92 K. 

l\lolecular Weight 267.3388 
Wiswesser Line Notation 1-PB-I & I & I 
Evaluation B 

54STAIWAR 

.).H=10799 J'mol- I 

')'S=44.-1-3 J'mol-I,K- 1 

C4H 12Pb Oiq) 
Tetramethyl lead 
Heat Capacity 

One temperature. 

298.15 K, 

Entropy 298.15 K, 
Molef'lIlilr Weight ?fi711RR 

Wiswesser Line Notation 1-PB-l&I&1 
Evaluation B 

C4H 12SZn (liq) 
Dimethylzinc dimethylsulfide complex 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 238.08 K, 

Molecular Weight 157.57!:!!:! 

Wiswesser Line Notation l-ZN-l &ISI 
Evaluation A 

59GOO/SCO 

93LEBIKUL 

AH=16521 J·mol- 1 

as=69.43 J·mol-I·K- 1 

C4H12SeZn (liq) 90LEB/KUL 
Dimethylzinc dimethylselenium complex 
Heat Capacity 298.15 K, Cp =287.18 J·mol-I·K- I 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 216.60 K, 

Molecular Weight 204.4788 

AH= 14442 J. mol- t 

i1S=6ti.071 I.mol- I . K-I 

Wiswesser Line Notation l-ZN-l &1-SE-l 
Evaluation A 

C4H12Si (lig) 
Tetramethylsilane; Silicon tetramethyl 
Heat Capacity 290 K, 

Temperature range 11 to 290 K. 
Entropy 298.15 K, 
Phase Changes 
c,I/liq 171.04 K, 

c,Il/liq 174.12K, 

liq/g 299.80 K, 

Molecular Weight 88.2243 
Wiswesser Line Notation I-SI-l&I&1 
Evaluation A 

C4H12Si Oiq) 
Tetramethylsilane; Silicon tetramethyl 
Heat Capacity 177.45 K, 

4 1 AST/KEN 

AH=5969.7 J. mol-I 
AoS=.34.9U J. mol I. K. I 

AH=6895 J. mol-I 
AS=39.60 J. mol-I. K- I 

AH=24204 J·mol- I 

AS=80.73 J. mol-I. K- I 

P= 101.325 kPa 

73SHIlENO 

Temperature range 2 to 26 K and 106 to 
Phase Changes 

164.56 J. mol-I, K- 1 

K. 

\,;, II/li 4 70.9133 K, 

Metastable form, 
c.I/lig 174.049 K, 

Stable form. 
Molecular Weight 88.2243 
Wiswesser Line Notation I-SI-l&I&1 
Evaluation A 

Aff=:5B40.9 J. mol- I 

llS=34.16 J'mol-I·K- I 

AH=6741.3 J. mol-I 
AS=38.73 J. mol-I. K- I 
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C4H12Si (liq) 
Tetramethylsilane; Silicon tetramethyl 
Heat Capacity 290 K, 

Temperature range 3 to 300 K. 
Entropy 290 K, 
Phase Changes 
c,alliq 165.920 K, 

c,,Blliq 171.016 K, 

c,),lliq 174.074 K, 

Molecular Weight 88.2243 
Wiswesser Line Notation I-SI-l&I&1 
Evaluation A 

C4H12Sn (Jiq) 
Tetramethyl tin; Tetramethyl stannane 

Phase Changes 
clliq 218.18 K, 

Mole{,III9r Weight 17R.R4RR 
Wiswesser Line Notation I-SN-l&I&1 
Evaluation B 

C4H12Sn (liq) 
Tetramethyl tin; Tetramethyl stannane 
Heat Capacity 298.15 K, 

Temperature range 5 to 313 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 218.05 K, 

Molecular Weight 178.8488 
Wiswesser Line Notation I-SN-l&I&1 
Evaluation A 

C4H12TeZn (liq) 
Dimethylzinc dimethyltellerium complex 

77HARlATA 

IlH=703 J. mol-I 
IlS=4.24 J. mol-I. K- I 

IlH=5878 J. mol-I 
IlS=34.37 J·mol-I·K- I 

IlH=6874 J. mol-I 
IlS=39.51 J. mol-I. K- I 

54STAIWAR 

IlH=9439 J·mol- I 

IlS=43.26 J. mol-I. K- 1 

89SHEIRAB 

IlH=9234 J·mol- I 

IlS=42.35 J·mol-I·K- 1 

90LEB/KUL 

Heat Capacity 298.15 K, Cp=284.02 J·mol-I·K- I 

Temperature range 13.87 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 195.34 K, 

Molecular Weight 253.1188 

IlH=10942 J·mol- I 

LlS=56.014 J. mol-I. K- I 

Wiswesser Line Notation l-ZN-l &l-TE-l 
Evaluation A 

C4H13CI2N (c) 62CHAlWES3 
Tetramethylammonium hydrogen dichloride 
Heat Capacity 298.15 K, Cp=205.31 J·mol-I·K- I 

Temperature range 5 to 350 K. Corrected tor decomposition above 250 
K. 

Entropy 298.15 K, S=253.68 J·mol-I·K- I 

Molecular Weight 146.0594 
Wiswesser Line Notation lKl&l&l &G &GH 
Evaluation A 

C4H13N3 (Jiq) 
Diethylenetriamine 
Heat Capacity 313 K, 

Temperature range 313 to 493 K. 
Molecular Weight 103.1668 
Wiswesser Line Notation Z2M2Z 
Evaluation D 

I Dh"", ("ho..... Oof n""t"" Vnl ?I:; Nn 1 100j:\ 

88BOB/KAM 

C4H16CI4MnN2 (c) 
Tetrachlorobis-(ethylammonium) manganese II 

75BOC/ARR 

Phase Changes 
c,IIIIc,I1 

c,IIIc,1 

222 K, 

424 K, 

Molecular Weight 288.9338 
Wiswesser Line Notation 2ZH2 .MN G4 
Evaluation B 

LlH=43.6 J. mol-I 
IlS=0.20 J. mol-I. K- I 

IlH=4.1 J. mol- 1 

IlS=0.009 J. mol-I. K- I 

C4H2oBr2N4Pt (c) 89PALlKU:t 
Tetrakis(methylamine)platinum dibromide 
Heat Capacity 298.15 K, Cp =299.00 J. mol-I. K- I 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 164.5 K, 

Molecular Weight 479.1268 
Wiswesser Line Notation ZI 4 .PT E2 
Evaluation A 

LlH=245 J'mol- 1 

IlS=1.49 J·mol-I·K- 1 

C4H2oBr4N4Pt (c) 90PALlKU~ 
trans-Tetrakis(methylamine )platinum tetrabromide 
Heat Capacity 300 K, C p = 351.20 J. mol-I. K- I 

Temperature range 10 to 300 K. 
Molecular Weight 638.9348 
Wiswesser Line Notation ZI 4 .PT E4 -T 
Evaluation A .. 

C4H2012N4Pt (c) 
Tetramethylammonium platinum iodide 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Molecular Weight 573.1278 
Wiswesser Line Notation ZI 4 .PT 12 
Evaluation A 

CSFllN (liq) 
Perfiuoropiperidine 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
C,1II1c,II 161.0 K, 

c,II/c,I 171.9 K, 

c,I1liq 274.12 K, 

Molecular Weight 283.0441 

90PALlKUZ 

63GOO/TOI 

IlH=6627.S J'mol- I 

IlS=41.16 J·mol-I·K- I 

IlH=1838.9 J. mo\-I 
IlS= 10.70 J. mol-I. K- I 

IlH=2816 J. mo\-I 
!is= 10.27 J. mol-I. K- I 

Wiswesser Line Notation T6NTJ AF BF BF CF CF DF DF EF EF FF F 
Evaluation A 

CSFI2 (liq) 83CAM/DL 
n-Perfiuoropentane 
Heat Capacity 293 K, C p =188.3 J. mol-I. K- I 

Interpolated data. 
Molecular Weight 288.0358 
Wiswesser Line Notation FXFFXFFXFFXFFXFFF 
Evaluation C 
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CsF13N (liq) 80ZHO/KOS 
Perfiuoromethyldiethylamine 
Heat Capacity 298.15 K, 

Temperature range 6 to 300 K. 
Entropy 298.15 K, 

C
p

=337.46 J. mol-I. K- I 

5=475.09 J. mol-I. K- I 

Phase Changes 
c,lll/c,1l 102.4 K 

Metastable phase is a supercooled liquid in the range 102.4 to 126.0 K 
and forms a glass at 102.4 K. 

c,Il/c,I 126.0 K, 

c,l/liq 149.64 K, 

AH=5532.1 J. mol- I 

AS=43.89 J. mol-I. K- I 

AH=7157.6 J. mol- I 

AS= 47.86 J. mol-I. K- I 

Monotropic transition from metastable to stable phase. 
Molecular Weight 321.0409 
Wiswesser Line Notation FXFFXFF 2NXFFF 
Evaluation A 

CsF13N (Iiq) 
Perfiuoromethyldiethylamine 
Phase Changes 

84GOLIKOL 

c/liq 150.1 K, AH=4600 J. mol- I 

AS= 30.6 J. mol-I. K- I 

Molecular Weight 321.0409 
Wiswesser Line Notation FXFFXFF 2NXFFF 
Evaluation A 

CsH3F 70 2 (Iiq) 
Methyl perfiuorobutanoate 
Phase Changes 

84GOLIKOL 

clliq 191.4 K, AH=11770 J. mol- I 

AS= 61.5 J. mol-I. K- I 

Molecular Weight 228.0663 
Wi~we~~er Line Notation XFFFXFFXFFVOI 

Evaluation A 

CsH4N4 (c) 
Purine 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 120.1134 
Wiswesser Line Notation T56 BN DM GN INJ 
Evaluation B 

84KIRJDOM 

CsH4N40 (c) 35STIfHUF 
Hypoxanthine 
Heat Capacity 298.5 K. Cp =134.52 J. mol-I. K- I 

Temperature range 85 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K. 5=145.6 J. mol-I. K- I 

Extrapolation below 90 K. 45.56 J. mol-I. K- I. 
Molecular Weight 136.1128 
\Viswesser Line Notation T56 DM DN rVM INJ 

Evaluation B (Cp),C(S) 

35STIIHUF 
Xanthine 
Heat Capacity 298.5 K. Cp =151.34 J·mol- I. K- I 

Temperature range 85 to 299 K. Value is unsmoothed experimental 
UalU1I1. 

Entropy 298.15 K. S=161.l J. mol-I. K- I 

Extrapolation below 90 K. 48.87 J. mol-I. K -I. 
Molecular Weight 152.1122 
Wiswesser Line Notation T56 BM DN FMVMVJ 
Evaluation B (Cp),CfS) 

35STIlHUF 
Uric acid 
Heat Capacity 297.1 K, Cp = 166.15 J. mol-I. K- I 

Temperature range 85 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S==173.2 J. mol-I. K- 1 

Extrapolation below 90 K, 50.25 J. mol-I. K-'. 
Molecular Weight 168.1116 
Wiswesser Line Notation T56 BMVM FMVMVJ 
Evaluation B (Cp),C(S) 

CsH40 2 (liq) 
Furfural; Furfuraldehyde 
Heat Capacity 298 K, 

Temperature range 290 to 347 K. 
Molecular Weight 96.0854 
Wiswesser Line Notation T50J BVH 
Evaluation D 

1881REI 

CsH40 2 (Iiq) 35MIL 
Furfural; Furfuraldehyde 
Heat Capacity 

Temperature range 100 to 298 K. C p data in thesis only. 
Entropy 298.15 K, S==218.0 J. mol-I. K- I 

Extrapolation below 90 K, 52.38 J. mol-I. K- I. 
Phase Changes 
c/liq 235.1 K, AH= 14368 J. mol-I 

AS=61.1 J. mol-I. K- I 

Molecular Weight 96.0854 
Wiswesser Line Notation T50J BVH 
Evaluation C 

C5H 40 Z (Iiq) 
Furfural; Furfuraldehyde 
Heat Capacity 298.15 K, 

Temperature range 288 to 412 K. 
Molecular Weight 96.0854 
Wiswesser Line Notation T50J BVH 
Evaluation B 

620ME 

CsH40 2 (liq) 67RAS/GAN 
Furfural; Furfuraldehyd.({ 
Heat Capacity 293 K, Cp =159.5 J. mol-I. K- I 

Temperature range 293 to 373 K. 
Molecular Weight 96.0854 
Wiswesser Line Notation T50J BvH 
Evaluation C 

CsHsF 302 (jiq) 84GOLIKOL 
Trifiuoromethyl (2-hydroxy-l-propenyl) ketone 
Phase Changes 
c/liq 232.4 K, AH=8450 J. mol-I 

A5=36.4 J. mol-I. K- I 

Molecular Weight 154.0885 
Wiswesser Line Notation QY1&Ul VXFFF 
Evaluation A 

71HALfBAL 
1-Bicyc1obutyl cyanide; l-Cyanobicyc1obutane 
Heat Capacity 297 K, Cp =132.1 J. mol-I. K- I 

One temperature. 
Molecular Weight 79.1012 
Wiswesser Line Notation L33TJ ACN 
Evaluation C 
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CsHsN (liq) 
Pyridine 
Heat Capacity 283 K, 
Mean value, 0 to 20°e. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation C 

CsHsN (liq) 
Pyridine 
Heat Capacity 294 K, 

One temperature. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation B 

CsHsN (liq) 
Pyridine 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation B 

CsHsN (li4) 
Pyridine 
Heat Capacity 273.4 K, 

One temperature. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation B 

CsHsN (Iiq) 
Pyridine 
Heat Capacity 289 K, 

One temperature. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation C 

CsHsN (Iiq) 
Pyridine 
Heat Capacity 298.1 K, 

Temperature range 90 to 300 K. 

16BRA 

17MATIKRA 

31SWI/RYB 

31SWIIRYD2 

34RAD/JUL 

36PARITOD 

C
p

=134.93 J. mol-I. K- I 

Entropy 298.1 K, S = 179.1 J. mol-I. K- I 

Extrapolation below 90 K, 50.04 J. mol-I. K- I. 
Phase Changes 
c/liq 231.1 K, 

Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation B(Cp),C(S) 

L1H=8272 J. mol-I 
L1S=35.79 J. mol-I. K- 1 

CsHsN Oiq) 36PEAlBAK 
Pyridine 
Heat Capacity 298.1 K. Cp = 133.30 J. mol-I. K- I 

Temperature range 90 to 298 K. Value is un smoothed experimental 
datum. 

Entropy 298.15 K, S=210.41 J. mol-I. K- I 

Extrapolation below 90 K, 89.33 J. mol-I. K- I. 
Phase Changes 
clliq 230.38 K, 

Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation B 

L1H=3100 J. mol-I 
L1S= 13.46 J. mol-I. K- I 

(Cp),C(S) 
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CsHsN (liq) 57MCCID0l 
Pyridine 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 
Entropy 298.15 K, S=I77.90 J. mol-I. K- I 

Phase Changes 
clliq 231.49 K, L1H=8278.5 J. mol-I 

L1S=35.76 J. mol-I. K- I 

Includes energy of anomaly at about 210 K. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation A 

CsHsN (liq) 
Pyridine 
Heat Capacity 332 K, 
Mean value 22 to 96°e. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation C 

CsHsN (liq) 
Pyridine 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation B 

CsHsN (liq) 
Pyridine 
Heat Capacity 293 K, 

Temperature range 293 to 353 K. 
Molecular Weight 79.1012 
Wiswesser Line Notation T6NJ 
Evaluation C 

58SWIlZI 

6 1 HUBIFR( 

67RAS/GA 

CsHsNs (c) 35STIlHL 
Adenine 
Heat CapaCity 298.1 K, Cp =143.13 J. mol-I. K- I 

Temperature range 88 to 298 K. Value is un smoothed experiment 
datum. 

Entropy 298.15 K, S= 151.01 J. mol-to K- t 

Extrapolation below 90 K. 46.69 J. mol-I. K -I. 
Molecular Weight 135.1280 
Wiswesser Line Notation T56 BM DN FN HNJ IZ 
Evaluation 

B(Cp),C(S) 

CsHsNs (c) 
Adenine 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 135.1280 
Wiswesser Line Notation T56 BM DN FN HNJ IZ 
Evaluation C 

78K: 
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35STIIHUF 

Guanine 
Heat Capacity 296.7 K, Cp =156.94 J. mol-I. K- 1 

Temperature range 84 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=160.2 J. mol-I. K- I 

Extrapolation below 90 K, 45.06 J. mol-I. K- 1
• 

Molecular Weight 151.1274 
Wiswesser Line Notation T56 BN DM FN HNJ GZ IQ 
Evaluation 

B(Cp),C(S) 

CsHsNsO (c) 81KIL 

Guanine 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 151.1274 
Wiswesser Line Notation T56 BN DM FN HNJ GZ IQ 
Evaluation C 

Cs~ (Jig) 
CycJopentadiene 
Heat Capacity 298.15 K, 

Temperature range 14 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 176.60 K, 

Molecular Weight 66.1024 
Wiswesser Line Notation L5 AHJ 
Evaluation A 

CsH6F 6NP (c) 
Pyridium hexafluorophosphate 

77LEBILIT4 

S=182.7 J. mol-I. K- I 

dH=801O J. mol-I 
dS=45.4 J. mol-I. K- I 

93HAN/OHT 

Heat Capacity 299.27 K, Cp =243.6 J. mol-I. K- I 

Temperature range 4 to 320 K. Unsmoothed experimental datum. 
Phase Changes 
c,IUd 

Assumption A. 
c,Il/c,I 

Assumption B. 

217.83 K, 

217.83 K, 

Molecular Weight 225.0733 

dH=5040 J. mol-I 
dS= 25.0 J. mol-I. K- I 

dH=9740 J·mol- I 

d5= 36.0 J. mol-I. K- I 

Wiswesser Line Notation T6NJ &HPFFFFFF 
Evaluation A 

Assumption A: crystal is completely in the disordered state at 320 K. 
Assumption B: disordered <:;t3f'. in tht> rry<:tal j" a function of the j)IT2 

term, where f3 is the fitting parameter and short range order completely 
disappears at infinite temperature. 

93HAN/OHT 
Pyridium iodide 
Heat Capacity 299.83 K, Cp = 139.2 J. mol-I. K- 1 

Temperature range 4 to 320 K. Unsmoothed experimental datum. 
Phase Changes 
c,II1c,I 

Assumption A. 
c,II!c,I 

Assumption B. 

249.65 K, 

249.65 K, 

Molecular Weight 193.0069 
Wiswesser Line Notation T6NJ &HI 
Evaluation A 

.lH=4070 J. mol-I 

.:l5=18.6 J. mol-I. K- I 

.:lH=7260 J. mol-I 
~5 = 21. 8 J. mol - I. K - I 

Assumption A: crystal is completely in the disordered state at 320 K. 
Assumption B: disordered state in the crystal is a function of f3IT2 term, 
where the fitting parameter and short range order completely disappears 
at infinite temperature. 

91ROL 
Poly-L-glutamic acid, sodium salt 
Heat Capacity 300 K, Cp = 157.4 J. mol-I. K- I 

Temperature range 220 to 390 K. 
Molecular Weight 151.0971 
Wiswesser Line Notation I*V2YVO &-NA- &M*/ -L 
Evaluation B 

(CsH6NNa03)n (c) 93ROLIXEN 
Poly-L-glutamic acid, sodium salt 
Heat Capacity 300 K, 

Thmperature range 220 to 390 K. 

Molecular Weight 151.0971 
Wiswesser Line Notation I*V2YVO &-NA- &M*I -L 
Evaluation B 

CsH6N2 (liq) 
Glutaronitrile; 1,3-Dicyanopropane 
Heat Capacity 298.15 K. 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 244.21 K, 

Molecular Weight 94.1158 
Wiswesser Line Notation NC3CN 
Evaluation A 

65CLEIWUL 

dH= 12585 J. mol-I 
d5=51.53 J. mol-I. K- I 

CsH6N2 (c,ll) 67RIBIWES 
Dimethy lmalonitrile; 2,2-Dicyanopropane 
Heat Capacity 298.15 K, Cp =179.49 J·mol- I. K- I 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 5=187.95 J·mol- I. K- I 

Phase Changes 
c,Il/c,I 

c,I/Iiq 

302.60 K, 

307.47 K, 

Molecular Weight 94. I 158 
Wiswesser Line Notation NCXl&I&CN 
Evaluation A 

dH=9866 J. mor- I 

d5=32.60 J. mol-I. K- I 

dH=4054 J. mol- 1 

~5=13.19 J·mol- I. K- 1 

CsH6NzO z (c) I 889EYK 
Thymine 
Phase Changes 
c/liq 321.3 K, dH= 17510 J. mol-I 

Molecular Weight 126.1146 
Wiswesser Line Notation T6MVMVJ EI 
Evaluation C 

CsH6Nz0 2 (c) 

Thymine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 126.1146 
Wiswesser Line Notation T6MVMVJ EI 
Evaluation C 

73ALVIBIL 
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CsH6NzOz (c) 
Thymine 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 126.1146 
Wiswesser Line Notation T6MVMVJ E1 
Evaluation C 

(":;H60 (lig) 

2-Methylfuran 
Heat, Capacity 298.15 K, 

Temperature range 5 to 310 K. 

78KIL2 

6SCARlWES2 

Entropy 298.15 K, 5=213.89 J. mol-I. K- I 

Phase Changes 
clliq 181.90 K, 

Molecular Weight 82.1018 
Wiswesser Line Notation T50J B 1 
Evaluation A 

CsH60 z (liq) 
Furfuryl alcohol 
Entropy 298.15 K, 

LlH=8552 J. mol-I 
ilS=47.01 J. mol-I. K- I 

3SMIL 

5=215.5 J·mol- I. K- I 

Fxtr::lpoJ:ltion bE'low 90 K, 4.2,97 J. mol-I. K-I, 
Phase Changes 
clliq 253.S K, LlH=14811 J. mol-I 

Ll5=58.4 J. mol-I. K- I 

Molecular Weight 98.1012 
Wiswesser Line Notation T50J B I Q 
Evaluation C 

CsH60z (liq) SOHOU/MAS 
Furfuryl alcohol 
Heat Capacity 303 K, Cp =193.3 J. mol-I. K- I 

Temperature range 303 to 333 K. 
Molecular Weight 98.1012 
Wiswesser Line Notation TSOJ BIQ 
Evaluation B 

CSH60Z (liq) 
Furfuryl alcohol 
Heat Capacity 298.1S K, 

Temperature range 90 to 300 K. 

S6PARIKEN 

Entropy 298.1 K, 5=215.9 J. mol-I. K- I 

Extrapolation below 80 K, 48.99 J. mol-I. K- I. 
Phase Changes 
c/liq 258.6 K, LlH=13129 J. mol-I 

Ll5=50.77 J. mol-I. K- I 

Molecular Weight 98.1012 
Wi~wpo;o;pr T .inp Notj:ltion PinJ B J Q 

Evaluation B 
(Cp).C(S) 

CSH6S (gls) 68CARIWES 
2-Methylthiophene 
Heat Capacity 199.70 K, Cp =97.91 J·mol- I. K- I 

Temperature range 110 to 200 K. Value is unsmoothed experimental 

datum, 
Molecular Weight 98.1624 
Wiswesser Line Notation T5SJ B 1 
Evaluation A Data for glass transition region. 
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CsH6S (liq) 
2-Methylthiophene 
Heat Capacity 298.15 K, 

Temperature range 12 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 207.79 K, 

Molecular Weight 98.1624 
Wiswesser Line Notation T5SJ B 1 
Evaluation A 

56PENIFIN 

Cp=149.83 J·mol-I·K- I 

5=218.49 J·mol- I. K- I 

LlH= 11142 J. moI- 1 

Ll5=53.62 J. mol-I. K- I 

CsH7N (liq) 71HAL/BAL 
Cyclobutyl cyanide; Cyanocyclobutane 
Heat Capacity 297 K, Cp =146.0 J·mol-I·K- I 

One temperature. 
Molecular Weight 81.1170 
Wiswesser Line Notation L4TJ ACN 
Evaluation C 

CsH7N (liq) 
N-Methylpyrrole 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 

Entropy 298.15 K, 

Phase Changes 
c/liq 216.912 K 
Molecular Weight 81.1170 
Wiswesser Line Notation T5NJ Al 
Evaluation A 

CsH7N (Jiq) 
N-Methylpyrrole 
Heat Capacity 298.1S K, 

Temperature range IO to 370 K. 
Entropy 298.1S K, 
Phase Changes 
c/liq 216.912 K, 

Molecular Weight 81.1170 
Wiswesser Line NotatioI1'TSNJ Al 
Evaluation A 

CsH7N (liq) 
N-Methylpyrrole 
Heat Capacity 298.1S0 K, 

Temperature range 10 to 400 K. 
Entropy 298.150 K, 

Phase Changes 
r/lig 216,912 K, 

Molecular Weight 81.1170 
Wiswesser Line Notation TSNJ Al 
Evaluation A 

(CsH7NO)n (cl 
Poly-L-proline 

86STE/CH: 

87MESITO[ 

ilH=7824.8 J. mol-I 
,I~S=3607 J. mol-I. K-I 

88MESrrO[ 

.lH=7824.77 J. mol-I 

9IROI 

Hcat Capacity 300 K, C,,~ 115.7 J, mol-I. K- I 

Temperature range 220 to 390 K. 
Molecular Weight 97.1164 
Wiswesser Line Notation ITSNTJ A * BV*/ -L 
Evaluation B 
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(CsH 7NO)n (c) 93ROLIXEN 
Poly-L-proline 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 97.1164 
Wiswesser Line Notation rrSNTJ A* BV*I -L 
Evaluation B 

CsH, N02 (liq) 87KHOIBUG 
Ethyl cyanoacetate 
Heat Capacity 298.1S K, Cp =220.22 J. mol-I·K- I 

Temperature range 90 to 300 K. 
Entropy 298.15 K, 5=177.45 J·mol- I. K- I 

5 value does not agree with 91ISKIlSM. 
Phase Changes 
c,lI/e,! 162.5 K 

(Jla~~ tran"itinn Tran~itinn t?mp?f:ltllrl" f'<;timatf'd from graph. 

c,IlIiq 246.8 K, ;lH= 11780 J. mol-I 
b.5=47.73 J·mol- I. K- I 

Molecular Weight 113.11S8 
Wiswesser Line Notation NC I V02 
Evaluation A 

CsH7N02 (Jiq) 9lISKlISM 
Ethyl cyanoacetate 
Heat Capacity 300 K, Cp =222.04 J·mol-I·K- I 

Temperature range 90 to 300 K. 
Fntropy 300 K, S=275.33 J·mol- I . K- I 

S value does not agree with 87 KHOfBUG. 
Molecular Weight 113.1158 
Wiswesser Line Notation NC 1 V02 
Evaluation A T( glass) = 160 K. 

CsHs (Jiq) 36PARlTOD2 
1,4-Pentadiene 
Heat Capacity 292.5 K. Cp = 146.61 J. mol-I. K- I 

Temperature range 82 to 293 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S~338.7 J, mol-I K-I 

Extrapolation below 80 K, 47.11 J. mol-I. K- I. 
Phase Changes 
c/liq 124.3 K, b.H=6142 J. mol-I 

..lS=49.41 J. mol-:. K-l 

Molecular Weight 68.1182 
Wiswesser Line Notation 1 U3UI 
Evaluation B (CI'),C(S) 

CSH8 (Jiq) 
1,4-Pentadiene 
Heat Capacity ::208.15 K. 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 121\.9 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation I U3U I 
Evaluation A 

70MESfTOD 

C,,-146.82 J. mol-I. K- 1 

S=248.86 J·mol- I. K- 1 

.lH-6073.1 J mol-I 

.:lS=48.620J· mOr'l. K- I 

CsHs (Jiq) 
2-Methyl-1,3-butadiene; Isoprene 
Heat Capacity 298.2 K, 

Temperature range 20 to 300 K. 
Entropy 298.2 K, 
Phl'l"p C'hl'lngp" 

c/liq 126.4 K, 

Molecular Weight 68.1 182 
Wiswesser Line Notation I UY 1 & 1 U I 
Evaluation A 

37BEKIWOO 

b.H =4830 J. mol-I 
Ll5=38.21 J. mol-l. K- I 

CsHs (Jiq) 65WARfPET 
2-Methyl-I,3-butadiene; Isoprene 
Heat Capacity 298.15 K, Cp= 152.5 J. mol-I. K- I 

Temperature range 20 to 300 K. A reexamination of 37BEKfWOO. 
Entropy 298.15 K, 5=229.2 J. mol-I. K- I 

Phase Changes 
clliq 126.4 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation lUYl&lUl 
Evaluation A 

C5H8 (liq) 

2-Methyl-1,3-butadiene; Isoprene 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c!liq 127.27 K, 

Molecular Weight 68.1182 
Wii!twt::s:s~r Lillt: Notation IUYl&lUI 

Evaluation A 

b.H=4830 J. mol- 1 

Ll5=38.21 J. mol-I. K-- I 

70MEsrrOD 

S=228.28 J. mol-I. K- 1 

LlH=4924.6 J. mol-I 
b.5=38.694 J. mol-I. K- I 

CsHs (Iiq) 69000 
3-Methyl-I,2-butadiene 
Heat Capacity 298.15 K, C

p
=151.1 J·mol- I. K- I 

One temperature. 
Molecular Weight 68.1182 
Wiswesser Line Notation 1 Yl&UCUl 
Evaluation B 

CsHs (liq) 

3-Methyl-l,2-butadiene 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 159.53 K, 

l\loleculur Weight 68.1182 

Wiswesser Line Notation 1 Yl&UCUI 
Evaluation A 

C5H8 (Jiq) 
l-cis-3-Pemadienc 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.1S K, 
Phase Changes 
c/liq 132.35 K, 

Molecular Weight b~.11 ~2 
Wiswesser Line Notation 2UlU 1 -C 
Evaluation A 

7UMEsrrOD 

5=231.79 J. mol-I. K- I 

LlH=79S6.3 J. mol-I 
;l5=49.873 J. mol-I. K- I 

70MESfTOD 

C,,=146.S7J. mOr'l. K'I 

S=233.25 J. mol-: K-~ 

LlH=5638.8 J. mOr'1 
.15==42.605 J. mol-I. K- I 
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CsHs (Jiq) 
I-trans-3-Pentadiene 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
C!liq 185.71 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation 2U2Ul -T 
Evaluation A 

CsHg (liq) 
2,3-Pentadiene 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 147.52 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation 2UCU2 
Evaluation A 

CsHs (Jiq) 
1,2-Pentadiene 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 135.89 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation 3UCUI 
Evaluation A 

CsHs (Jiq) 
Spiropentane 
Heat Capacity 298.15 K, 

Temperature range 12 to 312 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 

liq/g 

p= 101.315 kPa 

166.14 K, 

312.13 K, 

Molecular Weight 68.1181 

70MEsrrOD 

5=227.11 J. mol-I. K- I 

~H=7143.8 J. mol-I 
~5=38.468 J. mol-I. K- I 

70MEsrrOD 

S=237.32 J. mol-I. K-I 

~H=6127.9 J. mol-I 
~5=44.929 J. mol-I. K- I 

70MEsrrOD 

5=244.97 J. mol-I. K- I 

~H=7559.2 J. mol-I 
LlS='i'ifi2R J. mol-I. K- I 

50SCOIFIN2 

5=193.68 J. mol-I. K- I 

~H=6433.3 J·mol- 1 

~5=38.72 J. mol-I. K- I 

~H=26748 J. mol-I 
~5= 85.70 J. mol-I. K- I 

Wiswesser Line Notation L3XT J A-& AL3XTJ 
Evaluation A 

CsHs (\iq) 
Methylenecyclobutane 
Heat Capacity 298.15 K, 

Temperature range 6 to 320 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 138.621 K. 

Molecular Weight 68.1182 
Wiswesser Line Notation L4YTJ AUI 
Evaluation A 

75LEBILEB 

5=210.6 J. mol-I. K- I 

~H=5756 J. mol-I 
~5=4l.6 J. mol-I. K- I 

CsHs (Jiq) 
Methylenecyclobutane 
Heat Capacity 298.15 K, 

Temperature range 12 to 315 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 138.62 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation L4YTJ AUl 
Evaluation A Q 

CsHs (liq) 
Methylenecyclobutane 
Heat Capacity 298.15 K, 

Temperature range 12 to 315 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 138.62 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation L4YTJ AUI 
Evaluation A 

78LEBrrsv 

5=210.6 J. mol-I. K- t 

~H=5755 J. mol-I 
~5=41.6 J. mol-I. K- I 

78LEBITSV: 

S-21O.6 J mol- I K- I 

~H=5755 J. mol-I 
~5=41.6 J. mol-I. K- I 

C3l1a (liq) g lFiN/ME: 

Methylenecyclobutane 
Heat Capacity 298.15 K, Cp = 131.1 J. mol-I. K- I 

Temperature range 12 to 301 K. Equation also given for temperatur 
range 146 to 301 K. 

Entropy 298.15 K, 5=210.2 J. mol-I. K- I 

Phase Changes 
c,IIliq 138.535 K, ~H=5861.4 J. mol-I 

Molecular Weight 68.1182 
Wiswesser Line Notation L4YTJ AUl 
Evaluation A 

CsHs (liq) 

Heat Capacity 298.15 K. 
Temperature range 12 to 300 K. 

Entropy -' 298-.15 K, 

Phase Changes 
c,II/c,I 87.07 K, 

c,IIliq 138.13 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation L5UTJ 
Evaluation A 

~5=42.31 J. mol-I. K- t 

48HUFIEA 
Cyclopenten 

rp=1221R J. mol-t. K- I 

5=201.25 J. mol-I. K- I 

~H=479.5 J. mol- t 

~5=9.51 J. mol-I. K- I 

~H=3363.4 J. mol-I 
~5= 24.35 J. mol-I. K- I 

35BEKIMA 
Rubber; Latt 

Heat Capacity 280 K, Cp =I22.9 J. mol-I. K- I 

Temperature range 15 to 280 K. Values per CsHs unit. 
Phase Changes 

~H=4761 J. mol-I 
~5=16.8 J. mol-I. K- I 

Corrected for premelting, 255 to 284 K. Value per CsHg unit. 'Fusiol 
actually transition to amorphous form. 

c/amorp 284 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation /*Yl&U3*-C/ 
Evaluation C 
Latex digested with steam at 190°C, and extracted with alcohol and wate 
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(CSHS)n (amorp) 35BEKIMAT 
Rubber; Latex 
Heat Capacity 298.15 K, Cp =128.1 J. mol-I. K- 1 

Temperature range 14 to 320 K. Value per C5HS unit. 
Entropy 298.15 K, S=128.1 J. mol-I. K-1 

Prom grllphical integration of C p data of crystal, entropy of fusion, and 

C p data of amorphous above 284 K. 
Molecular Weight 68.1182 
Wiswesser Line Notation I*Yl&U3*-CI 
Evaluation C 
Latex digested with steam at 190°C, and extracted with alcohol and water. 

(CsHS)n (amorp) 65WARlPET 
Rubber; Latex 
Heat Capacity 298.15 K, Cp =128.3 J. mol-I·K- 1 

Temperature range 14 to 320 K. A reexamination of 35BERIMAT. 
Rntropy ?QR 1"i K, S=128.6 J. mol-I. K-l 

Molecular Weight 68.1182 
Wiswesser Line Notation I*Yl&U3*-CI 
Evaluation A T(glass)= 199 K. 

(CsHS)n (liq) 
Polypentenamer 
Heat Capacity 298.15 K, 

Temperature range 14 to 322 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 293 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation I*YU4*1 
Evaluation A 

T(glass)= 173.5 K. 

76LEBIRAB2 

S=149.7 J. mol-I. K- 1 

.1.H=8080 J. mol-I 
AS= 27.58 J. mol-I. K- 1 

(CSHg)n (gls) 77LEBILIT3 
cis-Pol ypen tenamer 
Heat Capacity 298.15 K, C p = 128.5 J. mol-I. K- I 

Temperature range 7 to 325 K. 
Entropy 298.15 K, S-140.4 J mol- 1 K-I 

Molecular Weight 68.1182 
Wiswesser Line Notation I*YU4* -C/ 
Evaluation A 

T(glass)= I'iR K transition from glllss to highly eoiastic phase. 

77LEBIRAB3 
cis-Polypentenamer 
Heat Capacity 300 K, Cp = 130 J. mol-I. K- I 

Temperature range 7 to 330 K. Glassy state. Data given graphically. 
Value estimated from graph. 

Entropy 300 K, S= 152 J. mol-I. 1(-1 

Highly elastic state. 
Phase Changes 
cf\iq 232 K, AH=5200 J. mol- 1 

.1.S=22.-1 J moI- 1 K-I 

Molecular Weight 68.1182 
Wiswesser Line Notation I*YU4* -CI 
Evaluation B 

T(glass) = 156 K. 

77LEBIRAB3 
trans-Polypentenamer 
Heat Capacity 300 K, J. mol-I. K- I 

Temperature range 7 to 330 K. Glassy state. Data given graphically. 
Value estimated from graph. 

Entropy 300 K, 

Highly elastic state. 
Phase Changes 
c/liq 310 K, 

Molecular Weight 68.1182 
Wiswesser Line Notation I*YU4* -TI 
Evaluation B 

T(glass)= 175 K. 

AH=8900 J. mol-I 
AS=28.7 J. mol-I. K- 1 

CsHsBr4 (c) 59WES 
2,2-Bis(bromomethyl)-1,3-dibromopropane; Pentaerythrityl tetrabromide 
Heat Capacity 298.15 K, Cp =213,80 J. mol-I. K- I 

Based on data 10 to 350 K, to be reported elsewhere. 
Entropy 298.15 K, S=291.12 J. mol-I. K- 1 

Molecular Weight 387.7342 
Wiswesser Line Notation blXlblElE 

Evaluation B 

CsHsBr4 (c) 62PAYIWES 
2,2-Bis(bromomethyl)-I,3-dibromopropane; Pentaerythrityl tetrabromide 
Heat Capacity 298.15 K, Cp =213.80 J. mol-I. K- I 

Temperature range 6 to 300 K. Anomalous region, 260 to 290 K. 
Entropy 298.15 K, S=291.12 J. mol-I. K- 1 

Molecular Weight 387.7342 

Wiswesser Line Notation EIXIElElE 
Evaluation A 

CsHsBr4 (c) 65CLEIWON 
2,2-Bis(bromomethyl)-l ,3-dibromopropane; Pentaerythrity I tetrabromide 
Heat Capacity 298.15 K, Cp =218.57 J. mol-I. K- I 

Temperature range 250 to 460 K. 
Entropy 298.15 K, S=297.12 J. mol-I. K- 1 

Based on low temperature data of 62PAYIWES. 
Phase Changes 
c/liq 433.45 K. 

Molecular Weight 387.7342 
Wiswesser Line Notation EIXIEIEIE 
Evaluation A 

CsHgCl20 (liq) 
3,3-B is-( chloromethyl)oxacyclobutane 
Heat Capacity 300 K, 

Temperature range 20 to 310 K. 
Entropy 300 K, 
Phase Changes 
c,Vliq 292.16 K, 

Premelting occurs above 250 K. 
Molecular Weight 155.0236 

LlH=2790().T· mo1- 1 

AS= 64.52 J. mol-I. K- I 

62DAIlEVA2 

S=274.4 J, mol-I. K- I 

AII~ 16944 J. 11101- 1 

LlS=58.00 J. mol-I. K- I 

Wiswesser Linf' Notgtion T4()TT CIG CIG 

Evaluation A 

(CsHsCI20)n (c) 62DAI/EVA2 
3,3 -B is-( chloromethy I )pol yoxacyc!obutane; Penton 
Heat Capacity 300 K, Cp = 179.8 J. mol-I, K- I 

Temperature range 20 to 310 K. 
Entropy 300 K, S=191.0 J. mol-I, K- I 

Molecular Weight 155.0236 

Wiswesser Line Notation {*T40TJ CIG CIG*{ 
Evaluation A 

J. Phys. Chern. Ref. Data. VOl. 25. No.1. 1996 
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CsHsCI20 2 (Jiq) 1881REI 
Ethyl 2,3-dichloropropanoate; Ethyl a,j3- dichloropropionate 
Heat Capacity 298 K, Cp =248.9 J. mol-I. K- I 

Temperature range 290 to 465 K. 
Molecular Weight 171.0230 
Wiswesser Line Notation G 1 YGV02 
Evaluation D 

CsHsCI4 (c) 59WES 
2,2-HIs(chloromethyl)-1,3-dichloropropane; Pentaerythntyl tetrachlonde 
Heat Capacity 298.15 K, Cp = 198.49 J. mol-I. K- I 

Based on data 10 to 350 K, to be reported elsewhere. 
Entropy 298.15 K, 5=257.48 J. mol-I. K- I 

Molecular Weight 209.9302 
Wiswesser Line Notation GIXIGIGIG 
Evaluation B 

CsHsCI4 (c) 62PAYIWES 
2,2-B is( chloromethyl)-1 ,3-dichloropropane; Pentaerythrityl tetrachloride 
Heat Capacity 298.15 K, Cp = 198.49 J. mol-I. K- I 

Temperature range 6 to 300 K. Anomalous region, 220 to 240 K. 
Entropy 298.15 K, 5=257.48 J. mol-I. K- I 

Molecular Weight 209.9302 
Wiswesser Line Notation GIXIGIGIG 
Evaluation A 

CsHsCI4 (c,II) 65CLEIWON 
2,2-B is( chloromethyl)-1 ,3-dichloropropane; Pentaerythrityl 
tetrachloride 

Heat Capacity 298.15 K, 
Temperature range 290 to 420 K. 

Entropy 298.15 K. S=240.62 J·mol- I. 
Based on low temperature data of 62PAYIWES. 
Phase Changes 
c,II/c,l 368.23 K, 

Molecular Weight 209.9302 
Wiswesser Line Notation GIXIGIGIG 
Evaluation A 

aH=22259 J. mol-I 
as=60.45 J. mol-I. K- I 

CsHsF4 (e,l) 59WES 
2,2-Bis(fluoromethyI)-1,3-difluoropropane; Pentaerythrityl tetrafluoride 

Heat Capacity 298.15 K, Cp =212.55 J. mol-I. K- I 

Based on data 10 to 350 K, to be reported elsewhere. 
Entropy 298.15 K, 5=290.16 J. mol-I. K- I 

Phase Changes 
c,II1c,I 249.40 K, 

Lambda transition, no details. 
Molecular Weight 144.1118 
Wiswesser Line Notation FIXIFIFIF 
Evaluation B 

..lH==13210 J. mo[-I 
~5=53.0 J. mol-I. K- I 

CsHsF" (e) 64TROIWES 
2.2-Bis(fluoromethyl )-1 J-difluoropropane: PentaerythrityI tetrafluoride 

Heat Capacity 
Data on solid and liquid 295 to 385 K, supplementing previous work of 
Westrum and Payne. 

Phase Changes 
c.I/liq 367..+3 K. 

Molecular Weight 144.1118 
Wiswesser Line Notation F I X I F I F I F 
Evaluation B 

~H=5142]· mar-I 
..lS= 13.99 J. mol-I. K- I 

.1 Ph\lC:: r.hpm ~pf D::It::!. Vol. 25. NO.1 1996 

CsH8I4 (c) 59WE 
2,2-Bis(iodomethyl)-1,3-diiodopropane; Pentaerythrityl tetraiodide 

Heat Capacity 298.15 K, Cp =207.69 J. mol-I. K- I 

Based on data 10 to 350 K, to be reported elsewhere. 
Molecular Weight 575.7362 
Wiswesser Line Notation IlXII1Il1 
Evaluation B 

C!!HilI.. (c) 62PAYIWI 

2,2-Bis(iodomethyl)-1,3-diiodopropane; Pentaerythrityl tetraiodide 
Heat Capacity 298.15 K, Cp =207.70 J. mor- 1• K- 1 

Temperature range 6 to 300 K. 
Entropy 298.15 K, 5=316.73 J. mol-I. K- I 

Molecular Weight 575.7362 
Wiswesser Line Notation IlXIIlIlI 
Evaluation A 

CsHsI4 (c) 65CLEIWO 
2,2-Bis(iodomethyl)-I,3-diiodopropane; Pentaerythrityl tetraiodide 

Heat Capacity 298.15 K, Cp =209.62 J. mol-I. K- I 

Temperature range 260 to 420 K. 
Entropy 298.15 K, 5=316.94 J. mol-I. K- I 

Based on low temperature data of 62PAYIWES 
MolpclIll'Ir Wpight <:)7<:).7162 

Wiswesser Line Notation IlXII1I11 
Evaluation A 

CsHsN2 (c) 
2-Ethylimidazole 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 96.1316 
Wiswesser Line Notation T5N CMJ B2 
Evaluation A 

CSH8N4012 (c) 
Petaerythritol tetranitrate; PETN 

92JIMIRC 

91YINIL. 

Heat Capacity 298 K, C p =353.8 J mol-I. K- I 

Tempera~ure range 293 to 333 K. C p value reported at 298 K is 1.1 
Jig· K: . 

Molecular Weight 316.1378 
Wiswesser Line Notation WNOIXIONW&10NQ&IONW 
Evaluation B 
Desensitized PETN. 

CsHs02 (Jiq) 52ERDIJi 
Methyl 2-methYlpropenoate; Methyl methacrylate 
Heat Capacity 293 K, Cp =188.49 J. mol-I. K- I 

Temperature runge 20 to SOOC. 

Molecular Weight 100.ll70 
Wiswesser Line Notation IUY1&VOI 
Evaluation C 

CSHS02 (c) 58S0C/TI 
Methyl 2-methylpropenoate; Methyl methacrylate 
Heat Capacity 210 K, C p =IS0.2 J. mol-I. K- I 

Temperature range 60 to 210 K. 
Molecular Weight 100.1170 
Wiswesser Line Notation lUY1&VOI 
Evaluation B 
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CsHg02 (liq) 62MEL 
Methyl 2-methylpropenoate; Methyl methacrylate 
Heat Capacity 298.15 K, Cp =210.55 J. mol-I. K- I 

Temperature range 60 to 300 K. 
Phase Changes 
c/liq 225 K, AS=54.4 J. mol-I. K- I 

Molecular Weight 100.1170 
Wiswesser Line Notation lUYl&VOl 
Evaluation B 

CsHg02 (liq) 71LEBIRAB 
Methyl 2-methylpropenoate; Methyl methacrylate 
Heat Capacity 300 K, C p = 192.4 J. 

Temperature range 60 to 300 K. 
Entropy 300 K, 
Phase Changes 
c/liq 225.59 K, 

Molecular Weight 100.1170 
Wiswesser Line Notation IUY1&VOI 
Evaluation B 

S=266.2 J. mol-i. K- I 

AH=14435 J. mol- 1 

AS=64.0 J. mol-I. K- 1 

CsHs02 (Jiq) 84VASIPET 
Methyl 2-methylpropenoate; Methyl methacrylate 
Heat Capacity 300 K, C p = 192.42 J. mol-I. K - I 

Temperature range 60 to 300 K. 
Entropy 300 K, S=266.2 J. mol-I. K- I 

Phase Changes 
c,Vliq 225.59 K 
Molecular Weight 100.1170 
Wiswesser Line Notation lVYJ&VOI 
Evaluation B 

CsHsOz (liq) 85KARJABD 
Methyl 2-methylpropenoate; Methyl methacrylate 
Heal Capacity 298.15 K. ep=21~.3 J. mol-I. K- I 

Temperature range 225 to 350 K. Equation only. C p (J. kg-I. 
K- I) = I 14. I + 6.8299 T. C p data calculated from equation. 

Phase Changes 
clliq 225.6 K 

Molecular Weight 100.1170 
Wiswesser Line Notation I UY I & VO I 
Evaluation B 

CSHS02 (Jig) 85KARJABD2 
Methyl 2-methylpropenoate: Methyl methacrylate 
Pha1>t: Chaugt:1> 

c/lig 225.5 K, 

Molecular Weight 100.1170 
Wis\,,"esscr Line Notution 1 UY 1 & VO 1 

Evaluation A 

CSHS02 (Iig) 

AH= 13451 J. mol- I 

.lS=59.65 J. mol-I. K- I 

8)K.AK/,sAl 

Methyl 2-methylpropenoate; Methyl methacrylate 

Heat Capacity 298.l5 K. C{,""'215.3]· merl. K- I 

Temperature range 90 to 350 K. CI'(c)o;:;280.01 + 4.96T J/kg· K (103 to 
212 K); C ,,(liy)-II4.12+0.63T J/h.g' 

calculated from equation. 

Phase Changes 
c/liq 225.6 K 
l\loleculur Weight 100. I 170 

Wiswesser Line Notation I UY I & VOl 
Evaluation B 

K (225.0 LO 350 K). e'i data 

CsHsOz (liq) 86ZHNBEN 
Methyl 2-methylpropenoate; Methyl methacrylate 
Heat Capacity 298.15 K, Cp =191.09 J. mol-I. K-1 

One temperature. 
Molecular Weight 100.1170 
Wiswesser Line Notation lUYl&VOI 
Evaluation A 

CsHsOz (liq) 
2-Propenyl ethanoate; Allyl acetate 
Heat Capacity 298 K, 

Temperature range 292 to 382 K. 
Molecular Weight 100.1170 
Wiswesser Line Notation 1 V02VI 
Evaluation D 

CsHs02 (Jiq) 
Acetylacetone, enol form 

1881REI 

69MELIMER 

Heat Capacity 298.15 K, Cp =208.2 J. mol-I. K- I 

Temperature range 80 to 300 K. Csat(liq)=0.8978+3.964X 1O-3T 
J·K-1.g- 1 (260 to 300 K); C,al298.15 K) given as 2.080 J. K- I. 
g-I. 

Entropy 298.15 K, S=261.4 J. mol-I. K- 1 

Extrapolated below 90 K. S(298. 15K) given as 2.611 J. K- I. g -I. 
Phase Changes 
cllig 254.8 K, 

Molecular Weight .100.1170 
Wiswesser Line Notation QY1&UIVI 
Evaluation A 

.1H=14497 J. mol- I 

AS=56.90 J. mol-I. K- I 

(Cp )' B(S) Cp (solid)=0.4257 + 3.674XIO-3 T J. K- I. g-I (90 to 200 
K). 

CSHS02 (Jiq) 
0-Valero lactone 

Heat Capacity 298.15 K, 
Temperature range 5 to 340 K. 

Entropy 298.15 K, 
Phase Changes 
c,lV/e,III 118.1 K, 

c,lWc,ll 122-155 K, 

c,IIIc,! 180-225 K, 

c,IIliq 262.82 K, 

Molecular Weight 100.1170 
Wiswesser Line Notation T60VTJ 
Evaluation A 

CsHs02 (Jiq) 
0-Valerolactone 
Ht:at Capacity 298.1.5 K, 

Temperature range 5 to 340 K. 
Entropy 298. 15K, 

Phase Changes 
c,IV/c,III 118 ({, 

c,IlIlc,lI 122-155 K, 

c,IVc,I 180225 K, 

c,I/liq 262.82 K, 

I\lolectllar Weight 100.1170 

Wiswesser Line Notation T60VTJ 

Evaluation A 

8IEVSILEB 

S=219.0 J. mol-I. K- I 

.1H=457 J. mol-I 

AS=3.88 J. mol-I. K- I 

AH=310 J. mol-I 

.1S= 2.2 J. mol-I. K- I 

AH=205 J. mol-I 

.1S=0.90 J. mol-I. K- 1 

aH= lU'3U J. mol I 

.1S= 39.46 J. mol-I, K- I 

82YEVILEB 

S=219.0 J. mol-I. K- I 

6.II=457 J. 1110]-1 

.1S=3.88 J. mol-I. K- I 

boH=31O J. mol- l 

AS= 2.2 J. mor- I • K- 1 

6.H-205 J mo)-I 

.15=0.90 J. mol-I. K- I 

.1H= 10530 J. mol-I 

.1S= 39.46 J. mol-I. K- I 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 
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CSHS02 (liq) 
8-Valerolactone 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 340 K. 
Entropy 298.15 K, 
Phase Changes 

c,IV!c,m 118.1 K, 

c,IlIlc,II 122-155 K, 

c,II1c,I 180-225 K, 

c,IIliq 262.82 K, 

Molecular Weight 100.1170 
Wiswesser Line Notation T60VTJ 
Evaluation A 

83LEBNEV 

S=219.0 J. mol-I. K- I 

6.H=457 J. mol- I 

6.S=3.88 J. mol-I. K- I 

6.H=310 J. mol-I 
A,S'=?? J. mol-I. K-I 

6.H=205 J. mol-I 
6.S=0.90 J. mol- J • K- J 

6.H=10530 J. mol- I 

6.S= 39.46 J. mol-I. K- I 

(CsHs02)n (c) 58S0CfTRA 
Poly(methyl methacrylate); PMMA 
Heat Capacity 260 K, Cp =1l1.7 J. mol-I. K- I 

Temperature range 60 to 260 K. Values per monomer unit. 
Molecular Weight 100.1170 
Wiswesser Line Notation 1*IX*I&VOl/ 
Evaluation B 

(CsHs02)n (c) 62MEL 
Poly(methyl methacrylate); PMMA 
Heat Capacity 298.15 K, Cp =130.8 J. mol-I. K- I 

Temperature range 16 to 300 K. Cp (c)=0.0437 + 0.00118T - 1. 
25XlO-6T2 cal· deg- I. g-I (200 to 300 K). 

Entropy 298.15 K, S=157.6 J. mol-I. K-I 

Molecular Weight 100.1170 
Wiswesser Line Notation 1*IX*I&VOl/ 

Evaluation B 

(CsHs02)n (c) 67PAVIRAB 
Poly(methyl methacrylate); PMMA 
I1eat Capacity 298 K, C p -125.6 J. mol-I. K- I 

Temperature range 298 to 463 K. Cp =O.265 + l.39xlO-3T cal· g. 
°C (20 to 90°C). Value calculated from equation. 

Molecular Weight 100.1170 
Wiswesser Line Notation 1*IX*l&VOll 
Evaluation B T(glass)=378 K. 

(CsHs02)n (c) 71LEBIRAB 
Poly(methyl methacrylate); PMMA 
Heat Capacity 300 K, Cp =131.8 J. mol-I. K- I 

Temperature range 60 to 300 K. 
Elllrupy 300K, 5=145.1 J. mul-I. K- I 

Molecular Weight 100.1170 
Wiswesser Line Notation 1*IX*I&VOII 
Evaluation B 

(CSHsOz)n (c) 9lYINILIU 
Poly(methylmethacrylate); PMMA 
Heat Capacity 2Y~ K, C p = 137.Y J. mol I. K I 

Temperature range 290 to 375 K. Cp value reported at 298 K is 1.377 
Jig· K. 

Molecular Weight 100.1170 
Wiswesser Line Notation I*X*I&VOIl 
Eyaluation B 

(CSHS02)n (c) 
Poly-8-valerolactone 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 331 K, 

Molecular Weight 100.1170 
Wiswesser T,ine Notation !*OV4*! 
Evaluation A 

(CSHs02)n (c) 
Poly-8-valerolactone 
Heat Capacity 298 K, 

Temperature range 13.8 to 340 'K. 
Entropy 298 K, 

Phase Changes 
clliq 331 K, 

Molecular Weight 100.1170 
Wiswesser Line Notation I*OV4*1 

Evaluation A 

(CSHS02)n (gIs) 
Poly-8-valerolactone 
Heat Capacity 298.15 K, 

Temperature range 5 to 331 K. 
Entropy 298.15 K, 
Molecular Weight 100.1170 
Wiswesser Line Notation I*OV4*1 
Evaluation A 

(CsHs02)n (gls) 
Poly-8-valerolactone 
Heat Capacity 298.15 K, 

Temperature range 5 to 331 K. 
Entropy 298.15 K, 
Mole<:ular Weight 100.1170 
Wiswesser Line Notation /*OV4*/ 
EvaluatiOli A 

CsHs04 (liq) 
Malonic acid dimethyl ester 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 132.1158 
Wiswesser Line Notation 10VIVOI 
Evaluation B 

CSHS04 (c) 
Glutaric acid 
Phase Changes 
c,IIIc,I 

c,I/Jiq 

348.5 K, 

371.0 K, 

Molecular Weight 132.1158 
Wiswesser Line Notation QV3VQ 
Evaluation B 

81EVSILEB 

S= 153.6 J. mol-I. K- I 

6.H=18200 J. mol- I 

6.S= 54.9 J. mol-I. K- I 

82YEVILEI 

S-153.6 J. mol-I. K- 1 

6.H=18200 J. mol- I 

6.S= 54.9 J. mol-I. K- I 

T(glass)=207 K. 

81EVSILEJ 

S=204.0 J. mol-I. K- I 

T(glass)=207 K. 

82YEVILE 

T(glass)=207 K. 

92VERIBE 

74CINIBE 

6.H=2464 J. mol-I 
6.S= 7.07 J. mol-I. K- 1 

6.H=20899 J. mol- 1 

~S= 56.32 J. mol-I. K-' 
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CsHs04 (c) 
Glutaric acid 
Phase Changes 
c,IUc,I 338.0 K, 

Molecular Weight 132.1158 
Wiswesser Line Notation QV3VQ 
Evaluation A 

88PETrrSY 

aH=2400 J. mol-I 
6.S= 7.1 J. mol-I. K- 1 

CsHs04 (c) 39SAT/SOG 
Pyrotartaric acid; 2-Methylsuccinic acid 
Heat Capacity· 323 K, Cp = 199.6 J. mol-I. K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 132.1158 
Wiswesser Line Notation QVY1&IVQ 
Evaluation C 

CsH9CI (liq) 
Chlorocyclopentane 
Heat Capacity 298.15 K, 

Temperature range 6 to 301 K. 
Entropy 298.15 K, 
Phase Changes 
c,lllc,l 169.:35 K, 

c,IIliq 180.0 K, 

liq/g 298.15 K, 

Molecular Weight 104.5791 
Wiswesser Line Notation L5TJ AG 
Rvaluation A 

CsH9CIO Oiq) 
Pentanoyl chloride; Valery I chloride 
Heat Capacity 298 K, 

Temperature range 291 to 400 K. 
Molecular Weight 120.5785 
Wiswesser Line Notation GV 4 

Evaluation D 

93DIKlKAB 

S=238.04 J. mol-I. K- I 

~II=76JO.6 J. mol-I 
.lS=45.06 J. mol-I. K- I 

aH=637.3 J. mol-I 
.lS= 3.54 J. mol-I. K- I 

6.H=38790 J. mol-I 
!1S= 130.1 J. mol-I. K- I 

1881REI 

CsH9Cl02 (liq) 188 1 REI 
Ethyl 2-chloropropanoate; Ethyl a-chlorpropionate 
Heat Capacity 298 K. Cp =220.5 J. mol-I. K- I 

Temperature range 291 to 431 K. 
Molecular Weight 136.5779 
Wiswesser Line Notation GY1&V02 
Evaluation 0 

CsH9Li02 (c) 
Lithium n-pentanoate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIUc,II 209.3 K, 

c,IUc,I 319.06K, 

Molecular Weight 108.0659 
Wiswesser Line Notation OV4 .LI 
Evaluation A 

86FRAINGE 

5=198.55 J. mol-I. K- I 

.lH=665 J. mol-I 
ClS=3.24J· mol-I. K- I 

aH=2745 J. mol- I 

a5=16.l3 J. mol-I. K- l 

CSH9N (liq) 01KAH 
Valeronitrile 
Heat Capacity 
C p=180.8 J. mol-I. K- I 

Temperature range 294.15 to 403.15 K. Heat capacity is an average 
value over the temperature range. 

Molecular Weight 83.1328 
Wiswesser Line Notation NC4 
Evaluation D 

CsH~ (Jiq) 
2,2-Dimethylpropionitrile; 2-Cyano-2-methylpropane; 

67WESIRIB 
tert-Butyl 

cyanide 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,IWc,II 

c,IUc,I 

213 K, 

232.74 K, 

as not equal to !J.HIT, see article. 
c,IIliq 292.13 K, 

Molecular Weight 83.1328 
wiswesser Line Notation NCXl&l&l 

Evaluation A 

S=232.00 J. mol-I. K- I 

aH=230 J. mol- I 

6.5=1.08 J. mol-I. K- I 

aH=1912 J. mol- 1 

6.S= 7.78 J. mol-I. K- I 

aH=9288 J. mol- 1 

as== 31.79 J. mol-I. K- I 

CsH9N (liq) 71HALIBAL 
2,2-DimethyJpropionitriJe; 2-Cyano-2-methylpropane; tert -Butyl 
cyanide 

Heat Capacity 
One temperature. 

297 K, 

Molecular Weight 83.1328 
Wiswesser Line Notation NCX 1 & 1 & 1 
Evaluation C 

CsH~O (Jiq) 78MARJCIO 
1-Methyl-2-pyrrolidone 
Heat Capacity 298 K, C p =307.8 J. mol-I. lei 

Temperature range 298 to 461 K. 
Molecular Weight 99.1322 
Wiswesser Line Notation T5NVJ A I 
Evaluation D 

CsH9NO (Iiq) 90STE/CHI 
I-Methyl-2-pyrrolidone 
Heat Capacity 298.15 K, Cp=412.4 J. mol-I. K- I 

One temperature. 
Molecular Weight 99.1322 
Wiswesser Line Notation T5NVJ Al 

Evaluation B 

CSH9NO (c) 
a-Piperidone 
Heat Capacity 290 K, 

Temperature range 60 to 350 K. 
Eulrupy 298.15 K, 

Phase Changes 
c/liq 311.85 K, 

Molecular Weight 99.1299 
Wiswesser Line Notation T6MVTJ 
Evaluation B 

59KOLfPAU 

5= 164.8 J. mol-I. K- I 

aH=10493 J. mol-I 
as=33.6 J. mol-I. K- I 
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C,H,NO (c) 62KOLIPAU 
a:~Plperidone 

HI'9t C'9fil'l~ity 295.00 K, 

Temperature range 60 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/]iq 311.85 K, lI.H~lOS02 J. mol-I 

lI.S~33.7 J. mol-I. K- I 

Molecular Weight 99 .1299 
Wi.wesser Line Notation T6MVTJ 
Evaluation B 

(CsH,NO). (c) 
PQly-L-Yaline 
Heat Capacity 300 K. 

Temporature range 220 to )90 K. 

Molecular Weight 99 ,[241 
Wiswesser Line Notation I*VYM'&Yl&1J-L 
Evaluation B 

91ROL 

(C,H9NO/. (c) 91ROUWUN 
POly-L-valine 
Heat Capacity 300 K, Cp~ 144.2 J. mol-I. K- 1 

Temperature range 230 to 390 K. 
Molecular Weight 99.1241 
Wiswessec Line Notation /*VYM*&Yl&lI-L 
Evaluation B 

(C,H,NOS). (c) 91ROL 
Poly-L-methionine 
Heat Capacity 300 K, Cp= 176,7]' mol-I. K- I 

Temperature range 220 to 390 K. 
Mol""ular Weigbt 13 !.l922 
Wiswesser Line Notation !*VY2S1&M*1 -L 
Evaluation B 

(C,H,NOS). (c) 93ROUXEN 
Poly-L-methiortine 
Heat Capacity 300 K, CI'=176.7 J. mol-I. K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 131.1922 
Wiswesser Line Notation I*VY2S1&M*1 -L 
Evaluation B 

C,H,NO, (e) 4GHUfIFOX 
Prollne(L): PYlTolidine-Z-carboxylic acid(L) 
Heal Capacity 300.4 K, Cp = 149.12 ). mol~l. K- I 

Temperature range 90 to 298 K. Value is llosmoorhed experimental 
datum. 

Entropy 298.15 K, 

Molecular Weight 115.1316 

s= 170.7 J. mol-I. K- I 

Extrapolation below 90 K. 
56.07 J. mol-I. K- I . 

Wiswesser Line Notation T5MTJ BVQ -L 
Evaluation C 

C'~H9NOl (r.) 63COL!1lUT 

Proline(L): Pyrrolidine~2·carboxylk acid(L} 
Heat Capacity 298.15 K, Cp =151.17 J. mol-I. K-I 

Temperature range 11 to 30; K. 
Entropy 298.15 K. S=164.06J· mol-I. K- I 

Molecular Weight 115.1316 
lViswesser Line Notation T5MT! B VQ -L 

Evaluation A 

C5H.N02 (c) 75SPVWA 
ProIIDe(Ll: Pyrrolidine-2-carboxylie acid(L) 
lIeat Capadty 2-98.15 K, C p=l;"iOA J. mOl-I. K 1 

One temperature> 
Mol""ular Weight 115.l316 
Wiswesser Line Notation T5MTJ BVQ -L 
Evaluation B 

C,H,NO, (e) 
Glutamic acid 
Heat Capacity 298 K, 

75SAKISE 

Cp =175.08 J. mol-I. K-1 

One temperature. Cp given as 1.19 J. g-r. K-!, 
Mo(""ular Weight 147.1304 
Wiswesser Line Notation QVYZ2VQ 
Evaluatioll B Cp same for D and L iorms 

CsH,ND, (c) 32HUFIBC 
Glutamic acid(D) 
Heat Capacity 294.6K, Cp =172.8J. mol-r. K- 1 

Temperature range 9l to 295 K. Value is unsmoothed experinlem 
datum. 

Entropy 298.\ K, S~191.2 J. mol-I. K-1 

Extrapolation below 90 K, 54.39 J. mol-!· K- 1• 

Molecular Weight 147.1304 
Wiswesse,. Line Notation QVYZ2VQ -D 
Evaluation B(C p),C(S) 

CsH,NO, (c) 63HUTICOI 
Glutamic acid(L) 
Heat Capacity 298.15 K, Cp~175.06 J. mol-I K- I 

Temperatu« range 10 to 310 K. 
Entropy 298.15 K, S=188.20 J. mol-I. K- I 

Molecular Weight 147. \304 
Wiswesscr Line Notation QVYZ2VQ -L 
Evaluation A 

CsH,02TI (e) 
ThaJ1ium pentanoate 
Phase Changes 
c,II/c,! 

c,Uliq 

354.6 K, 

455 K, 

76MEI/SE 

lI.H=2259 J. mol-I 
,,5= 6.13 J. mol-I. K- I 

6H=5439 J. mol-I 
6S=12.1 J. mol-I. K- I 

Solid-me,ophase. liqlliq 487 K, "H~3054 J. rno[-I "s~ 6.2S 
mol~l. K- 1 Mesophase-isotropic. 

Molecular Weigh.t 305.4949 
Wiswesser Line Notation OV4.TL 
Evaluation B 

CSH,OlTI (e) 
Thallium pentanoate 
Heat Capacity 320 K, 

Temperature range 320 to 480 K. 
Phase Changes 
c.we,! 353.0 K. 

c,IIliq 455.0 K. 

SoJld to mesopha8e. 

liqniq 488.0 K, 

Mesophase to isotropic. 

MOlecular Weight 305.4949 
Wiswesser Une Notation OV 4 .TL 
EYalu3tion A 

84FERILI 

"H=2104 J. fI1ol~! 

b.S~ 5.99 J. mol-,l. K- I 

ilH~5704 J. mor) 
b.S~ 12.5 J. mol-I. K- I 

"H~30S1 J. mol-- 1 

ilS= 6.24 J. mol-f. K- I 
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CSHIO (liq) 
3-Methyl-I-butene 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 104.712 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 1Y1&1U1 
Evaluation A 

CSHIO (liq) 
3-Methyl-1-butene 
Heat Capacity 298.15 K, 

Temperature range 13 to 298 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 104.71 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation lYl&IUl 
Evaluation A 

47TOD/OLI 

5=253.30 J. mol-I. K- I 

LlH=5359.3 J. mol-I 
Ll5=5l.18 J. mol-I. K- I 

83CHAlHAL 

S=253.5 J. mol-I. K- I 

LlH=5359 J. mol-I 
LlS=51.18 J. mol-t. K- I 

A reevaluation of the original measured data from: 47TOD/OLI. 

CSHIO (Iiq) 30PARlHUF2 
2-Methyl-2-butene 
Heat Capacity 293.9 K, Cp = 146.4 J. mol-I. K- t 

Temperature range 93 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=248.9 J. mol-I. K- t 

Extrapolation below 90 K, 13.12 cal· mol-I. K- t. 

Phase Changes 
c/liq 138.9 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 2UYl&1 
Evaluation B 

CSHIO (liq) 

2-Methyl-2-butene 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq • 139.42 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 2UYl&1 
Evaluation A 

CSHIO (Jiq) 
2-Methyl-2-butene 
Heat Capacity 29R.15 K. 

Temperature range 13 to 301 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 139.40 K. 

Molecular Weight 70.1340 
Wiswesser Line Notation 2UYI&1 
Evaluation A 

LlH=7435 J. moI- t 

1.\.S=5.35 J. mol- t . K- t 

47TOD/OLI 

5=251.04 J. mol-t. K- 1 

1.\.H=7597.3 J. mol-I 
1.\.5=54.49 J. mol-I. K- t 

83CHAlHAL 

,1H=7579 J. mol-I 
;15=54.37 J. mol-I. K- I 

A reevaluation of the original measured data from: 47TOD/OLI, 30PARJ 
HUE 

CSHIO (liq) 
2-Methyl-1-butene 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 135.62 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 2Y1&U1 
Evaluation A 

CSHIO (Jiq) 
2-Methy1-1-butene 
Heat Capacity 298.15 K, 

Temperature range 12 to 293 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 135.60 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 2Yl&U1 
Evaluation A 

47TOD/OLI 

S=253.97 J. mol-I. K- t 

LlH=791O.3 J. mol-I 
LlS=58.33 J. mol-t. K- I 

83CHAlHAL 

S=254.0 J. mol-t. K- t 

1.\.H=7911 J. mol- 1 

LlS=58.34 J. mol-t. K- I 

A reevaluation of the original measured data from: 47TOD/OLI. 

Heat Capacity 298 K, 
Temperature range 290 to 322 K. 

Molecular Weight 70.1340 
Wiswesser Line Notation 3U2 
Evaluation D 

1881REI 
2-Pentene 

C p =195.8 J. mol-I. K- I 

CSHIO (liq) 30PARlHUF2 
2-Pentene 
Heat Capacity 289.1 K, C

p
=151.l3 J. mol-I. K- I 

TCIIIPCil:llUlI; HlIlgC 136 lu 289 K. Value is unsmuuthed expertmemal 
datum. 

Molecular Weight 70.1340 
Wiswesser Line Notation 3U2 
Evaluation B 

CSHIO (liq) 
cis-2-Pentene 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 121.80 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 3U2 -C 
Evaluation A 

ci:s-2-Pcntcuc 

Heat Capacity 298.15 K, 
Temperature range 13 to 295 K. 

Entropy 298.15 K, 
Phase Changes 

c/liq 121.78 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 3U2 -c 
Evaluation A 

47TOD/OLI 

S=258.61 J. mol-I. K- 1 

~H=7111.5 J. mol-I 

LlS=S8.39 J. mol-I. K- I 

83CHAlHAL 

5=258.8 J. mol-I. K- I 

1.\.H=7112 J. mol-I 

1.\.S=58.40 J. mol-I. K- I 

A reevaluation of the original measured data from: 47TOD/OLI. 
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CsHIO (Jig) 
trans-2-Pentene 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Chanaes 
clliq 132.95 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 3U2 -T 
Evaluation A 

CSHIO Oiq) 
trans-2-Pentene 
Heat Capacity 298.15 K, 

Temperature range 12 to 302 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 132.93 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 3U2 -T 
Evaluation A 

CSHIO (liq) 
I-Pentene 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Chanl!es 
clliq 107.9 K, 

Molecular Weight 70.1340 
WiswesserLine Notation 4Ul 
Evaluation A 

47TOD/OLI 

5=256.52 J. mol-I. K- J 

6.H=8351 J. mol- 1 

6.5=62.81 J. mol- J • K- 1 

83CHAlHAL 

5=256.6 J. mol-I. K- 1 

6.H=8352 J. mol-I 
6.5=62.83 J. mol-I. K- 1 

A reevaluation of the original 
measured data from: 47TODI 

OLI. 

47TOD/OLI 

5=262.55 J. mol-I. K- 1 

6.H=5807 J. mol- 1 

6.5=53.82 J. mol- J
• K- I 

C,H10 (Iiq) 4QSl:H/SAG 

I-Pentene 
Heat Capacity 294 K, C p = 154.3 J. mol-I. K- I 

Temperature range 294 to 378 K. Cp given as 0.526 Btu(lb)-I(OR)-l at 
700 P 

Molecular Weight 70.1340 
Wiswesser Line Notation 4Ul 
Evaluation B 

CSHlO (Jiq) 
I-Pentene 
Heat Capacity 298.15 K, 

Temperature range 12 to 353 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 107.90 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation 4U I 
Evaluation A 

83CHAlHAL 

5=262.6 J·mol- I. K- I 

AH=5807 J. mo\-I 
6.5=53.82 J. mol-I. K- I 

A reevaluation of the original measured data from: 47TOD/OLI, 49SCHI 

SAG. 
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CsH]o (lig) 
I-Pentene 
Heat Capacity 298.15 K, 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 108.016 K, 

c/liq 107.797 K, 

c(metastable )/liq 
Molecular Weight 70.1340 
Wiswesser Line Notation 4Ul 
Evaluation A 

90MESITO 

5=262.60 J. mol-I. K- I 

6.H=5937.39 J. mol- I 

6.5=54.97 J. mol-I. K- I 

6.H=5881.68 J. mol-I 
6.5=54.56 J. mol-I. K- I 

CSHIO (gls) 90TAKIOG 
I-Pentene 
Phase Changes 
c/gls 71.7 K 
Molecular Weight 70.1340 
Wiswesser Line Notation 4Ul 
Evaluation A 

CSHIO (lig) 34JACIPP 
Cyclopentane 
Heat Capacity 293.7 K, 125.90 J. mol-I. K- I 

Temperature range 93 to 294 K. Value unsmoothed experimen 
datum. 

Entropy 298 K, 5=206.7 J. mol-I. K- I 

Extrapolation below 90 K, 53.09 J. mol-I. K- I. 
Phase Changes 
c,III/c,Il 121.6 K, 

c,IIIc,! 137.1 K, 

c,I1liq 179.0 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation L5TJ 
Evaluation B 

CSHlO (liq) 
Cyciopentane 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
e,IIJ/c,II 122.39 K, 

c,lIle,l 138.07 K, 

c,IIlig 179.69 K, 

Jiq/g 298.15 K. 

Molecular Weight 70.1340 
Wiswesser Line Notation L5TJ 
Evaluation A 

6.H=4745 J. mol-I 
6.5=39.02 J. mol-I. K- I 

6.H=358.2 J. mor- I 

6.5= 2.61 J. mol-I. K- I 

6.H=604.6 J. mol-I 
6.5= 3.38 J. mol-I. K- I 

43ASTIF 

128.83 J. mol-I. K- I 

5=204.47 J. mol-I. K- I 

6.H=4874 J. mol-I 
6.5=39.82 J. mol-I. K- I 

6.H=346.4 J. mol-I 
6.5= 2.51 J. mol-I. K- J 

.:lH=602 J. mol-I 
i.lS= 3.35 J. mol-I. K- I 

6.H=29213 J. mol-I 
~S= 97.98 J. mol-I. t 
P=41.10 kPa 
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CsH10 (liq) 
Cyclopentane 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 

c,lI/c,1 

c,I/liq 

122.39 K, 

138.09 K, 

179.71 K, 

Molecular W~ight 70.1340 
Wisweii1!i1er Line Not~tjon T <:;TT 

Evaluation A 

CsHIO (Iiq) 
Cyclopentane 
Heat Capacity 300 K, 

Temperature range 14 to 300 K. 
Phase Changes 
c,IIIIc,II 122.36 K,' 

c,IIIc,I 138.07 K, 

Tcmpcrnturc from !\:!ASTIFIN. 

c,Iiliq 179.69 K, 

Temperature from 43ASTfFIN. 
Molecular Weight 70.1340 
Wiswesser Line Notation L5TJ 
Evaluation A 

CSHIO (lIq) 

CycIopentane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation L5TJ 
Evaluation B 

C5H1O (liq) 
Cyclopentane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 70.1340 
Wiswesser Line Notation L5TJ 
Evaluation B 

CSHIO (Jig) 
Cyclopentane 
Heat Capacity 293.15 K, 

One temperature. 
Molecular "Yeight 70.1340 
Wiswesser Line Notation LSTJ 
Evaluation B 

CSHlO (iiql 
Cydopent:mp 

Heat Capacity 
One temperature. 

298.15 K. 

Molecular Weight 70.13-1-0 
,",Vis\resser Line Notation LSTJ 
Evaluation A 

46DOU/HUF2 

S:;=204.14 J. mol-I. K- I 

LlH=4884.0 J. mol- I 

LlS=39.91 J. mol-I. K- I 

LlH::::344.43 J. mol- I 

LlS= 2.49 J. mol-I. K- I 

LlH=608.94 J. mol- I 

LlS= 3.38 J. mol-I. K- I 

47SZAlMOR 

LlH=4884.4 J. mo\-I 
AS=39.92 J. mol-I. K- I 

LlH=342.7 J. mol-I 
LlS::::; 2.48 J. mol-I. K- I 

LlH=603.8 J. mol- l 

LlS=3.36 J. mol-I. K- I 

7~JOLfBOI 

79FORIDAR 

83SID/SVE 

85TAN 

CSHIO (Hq) 
Cyclopentane 
Heat Capacity 

92RAHIGME 

Temperature range 15 to 300 K. Data given graphically. 
Phase Changes 
c,llI/c,II 121.95 K, 

c,II/c,I 138.22 K, 
c,IIliq 179.21 K, 
Molecular Weight 70.1340 
Wiswesser Line Notation UTJ 
Evaluation A 

AH~5195 J tnol- I 

AH=361 J. mor l 

LlH=615 J. mol-I 

C5H WCINOq (c) I\OHUFIELL 

Glutamic acid hydrochloride 
Heat Capacity 296.8 K, Cp=208.49 J. mol-I. K- 1 

Temperature range 85 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=248.24 J. mol-I. K- I 

Extrapolation below 90 K, 76.94 J. mol-I. K- I. 
Molecular Weight 183.5913 
Wiswesser Line Notation QVYZ2VQ &GH 
Evaluation A (Cp),C(S) 

C SHIOC\2 Oiq) 
1,5-Dichloropentane 
H.eat Capacity 298.15 K, 

One temperature. 
Molecular Weight 141.0400 
Wiswesser Line Notation G5G 
Evaluation B 

CsHloN2 (liq) 
/3-Dimethylaminopropionitrile 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Molecular Weight 98.1474 
Wiswesser Line Notation NC2Nl&1 
Evaluation A 

93HAL 

82DZHlKAR 

S=266.4 J. mol-I. K- 1 

CsHwN202 (c) 91ABAIDEL 
2-(Acetylamino )-N-methy lethanamide; 
N-Acetylglycine-N' -methylamide 

Heat Capacity 298 K, Cp = 177.75 J. mol-I. K- I 

Data extrapolated to 298 K from values obtained at higher temperatures. 
Molecular Weight 130.1462 
Wiswesser Line Notation 1 VM 1 VM 1 
Evaluation C 

CSHION202 (c) 
N-Acetyl-L-alanine amide 
Phase Changes 
c/liq 431.0 K, 

Molecular Weight 130.1462 
Wiswesser Line Notation ZVY I &MV 1 
Evaluation A 

88FERIDEL 

LlH=21700 J. mol-I 
AS=SO.3J· mol-I. K- I 
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CSH1oN203 (c) 
Glutamine(L) 
Heat Capacity 298.15 K, 

Temperature range 10 to 310 K. 

63HUT/COL2 

Entropy 298.15 K, S=195.06 J. mol-I. K- I 

Molecular Weight 146.1456 
Wiswesser Line Notation ZV2YZVQ -L 
Evaluation A 

CSHloNz03 (c) 89KULIKOZ 
Alanylglycine 
HeafCapacity 298 K, Cp =168.0 J. mol-I. K- I 

Temperature range 298 to 348 K. 
Molecular Weight 146.1456 
Wiswesser Line Notation ZYl&VMIVQ 
Evaluation C 

CSH1oN203 (c) 90BADIKUL 
,B-Alany 19l ycine 
Heat Capacity 298 K, C p = 168 J. 

Temperature range 298, 313, 333, 348 K. 
Phase Changes 
c/liq 507.95 K, LlH=56600 J. mol- I Melting 

with decomposition. 
Molecular Weight 146.1456 
Wiswesser Line Notation Z2VMl vQ 
Evaluation D 

CSH1oN203 (c) 41HUF 
Alanylglycine(DL) 
Heat Capacity 296.4 K, Cp =181.79 J·mol- I. K- I 

Temperature range 85 to 296 K. Value is unsmoothed experimental 
datum. 

Ent..-opy 298.1 K, S=213.4 J. mol-I. K- I 

Extrapolation below 90 K, 66.27 J. mol-I. K- I. 
Molecular Weight 146.1456 
Wiswesser Line Notation ZYl&VMIVQ -DL 
Evaluation A (Cp).C(S) 

CSH1oN404 (c) 7IHAL 
1 ,J-lJmItro-l ,J-dlazacycloheptane 
Phase Changes 
c,II1c,l 373 K, LlH=23430 J. mol- I 

An approximation. 
c,Ifliq 376 K, LlH=3975 J. mol- I 

An approximation. 
Molecular Weight 190.1584 
Wiswesser Line Notation T7N CNTJ ANW CNW 
Evaluation C 

CSHIOO Oiq) 84BAGIBAE 
2-Methyl-3-buten-2-01 
I1eat Capacity 298.05 K, Cp~240.7 J. mol-I. K- I 

Temperature range 273 to 343 K. C p(iiq)= -0.96211 + 
0.OI7280T-1.6XI0- 5T2 kJ/kg· K (273 to 343 K). 

Molecular Weight 86.1334 
Wiswesser Line Notation lXQIUl 
Evaluation B 

2 Methyl 3buten 2 01 
88BAGIGUR 

Heat Capacity 298.05 K, C p =241.2 J. mol-I. K- I 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 86.1334 
Wiswesser Line Notation I XQ 1 U 1 
Evaluation B 
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CSHIOO (liq) 68AND/COU 
3-Methyl-2-butanone; Isopropyl methyl ketone 
Heat Capacity 298.15 K, Cp =179.9 J. mol-I. K- I 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 180.01 K, 

Molecular Weight 86.1334 
Wiswesser Line Notation lY1&Vl 
Evaluation A 

S=268.5 J. mol-I. K- I 

~H=9343 J. mol- I 

LlS=51.90 J. mol-I. K- I 

CSHIOO (liq) 70HARIHEP 
3-Methyl-2-butanone; Isopropyl methyl ketone 
Heat Capacity 298.15 K, C p =180.0 J. mol-I. K- I 

One temperature. 
Molecular Weight 86.1334 
Wiswesser Line Notation 1Yl&V1 
Evaluation B 

CSHIOO (liq) 
3-Pentanone; Diethyl ketone 
Heat Capacity 298.15 K, 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c,lIl/c,II 118.5 K, 

c,II1c,l 180 K, 

c,IIliq 234.16 K, 

Molecular Weight 86.1334 
Wiswesser Line Notation 2V2 
Evaluation A 

CSHIOO (liq) 
3-Pentanone; Diethyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular )Yeight 86.1334 
Wiswesser Line Notation 2V2 
Evaluation B 

CsHIOO (iiq) 
3-Pentanone; Diethyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1334 
Wiswesser Line Notation 2V2 
Evaluation B 

68AND/COl 

S=266.0 J. mol-I. K- I 

LlH=110.9J· mol-I 
LlS=0.96 J. mol-I. K- I 

LlH=9.6 J. mol- I 

LlS=0.04 J. mol-I. K- I 

~H=1l594 J. mol- I 

LlS=49.51 J. mol-I. K- I 

70HARIHEr 

79SALIPE 

CSHIOO Oiq) 84BAGIBA 
3-Pentanone; DiethyI ketone 
Heat Capacity 298.15 K, C p =195.7 J. mol-I. K- I 

Temperature range 273 to 334 K. Cp (\iq)=-1.8555 
+0.025782T-4.0X 1O- 5T2 kJlkg· K (273 to 335 K). 

Molecular Weight 86.1334 
Wiswesser Line Notation 2V2 
Evaluation B 
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CSH100 (liq) 
3-Pentanone; Diethyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1334 
Wiswesser Line Notation 2V2 
Evaluation B 

84GROIBEN 

Cp =190.30 J. mol-I. K- I 

CSHIOO Oiq) 88BAGIGUR 
3-Pentanone; Diethyl ketone 
Heat Capacity 298.15 K, C p = 196.4 J. mol-I. K- 1 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 86.1334 
Wiswesser Line Notation 2V2 
Evaluation B 

CSHIOO (liq) 
2-Pentanone; n-Propyl methyl ketone 
Heat Capacity 298.15 K, 

Temperature range 12 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 196.35 K, 

Molecular Weight 86.1334 
Wiswesser Line Notation 3Vl 
Evaluation A 

CSHIOO (liq) 
2-Pentanone; n-Propyl methyl ketone 
Heat Capacity 298.15 K, 

Temperature range 10 to 360 K. 
Entropy 298.15 K, 
Phase Changes 

110 K, 

650ET 

S=272.42 J·mol- I . K- ' 

LlH= 10623 J. mol-I 
LlS=54.1O J. mol-I. K- l 

68ANDiCOU 

S=274.1 J. mOr-l. K- 1 

llH=?177 J. mol- I 

Ll5=2.18 J. mol-I. K- I 

Apparently a typographic error in LlH in paper; given as 137.7 J. 
mol-I. 

c,I/liq 196.31 K, 

Molecular Weight 86.1334 
Wiswesser Line Notation 3Vl 
Evaluation A 

CSHIOO (Jiq) 
?-Pent:lnonl': n-Pmpyl methyl ketone 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 86.1334 
Wiswesser Line Notation 3 V I 
Evaluation B 

C~HJUO (liq) 

2-Pentanon.e; n-Propyl methyl ketone 
Heat Capacity 298.15 K. 

One temperature. 
Moleclll~r \\leight 86.1 :n.! 
Wiswesser Line Notation 3V I 
Evaluation B 

Ll H = 10632 J. mol- I 
LlS= 54.16 J. mol-I. K- I 

70HARiHEA 

75GRO/BEN 

CSH100 (Jiq) 
2-Pentanone; n-Propyl methyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1334 
Wiswesser Line Notation 3Vl 
Evaluation B 

CsHIOO (Jiq) 
Cyclopentanol 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 
Entropy 298.1 K, 

79SALiPEA 

C,,=185.4 J. mol-I. K- I 

56PARIKEN 

C,,=134.14 J·mol- I . K- 1 

S=206.3 J·mol- I. K- 1 

Extrapolation below 80 K, 48.79 J. mol-I. K- I. 
Phase Changes 
cJI/c,I 202.8 K, 

c,Ifliq 257.4 K, 

Molecular Weight 86.1334 
Wiswesser Line Notation L5TJ AQ 
Evaluation B 

CSHIOO (liq) 
Cyclopentanol 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 86.1334 
Wiswesser Line Notation L5TJ AQ 
Evaluation B 

CsHIOO (Jig) 
Cycl opentanol 
Heat Capacity 298.l5 K, 

One temperature. 
Molecular Weight 86.1334 
Wiswesser Line Notation L5TJ AQ 
Evaluation B 

CsHIOO (Jig) 
Cyc!opentano) 
Heat Capacity 

One temperatllre. 
298.15 K, 

Molecular Weight 86.1334 
Wiswesser Line Notation L5TJ AQ 
Evaluation B 

CsHIOO (IigJ 
Tetrahydropyran: Oxanc 
Heat Capacity 197.61 K. 

Temperature range 297 to 327 K. 
Molecular Weight 86.1334 
Wiswesser Line Notation T60TJ 
Evaluation B 

CsHIOO (liq) 

Tetrnhydropyrun: Oxune 

Heat Capacity 298 K, 

One temperature. 
Molecular Weight 86.1334 
'Viswesser Line Notation T60TJ 

Evaluation B 

~H=3707 J. mol- l 

~5=18.28 J. mol-I. K- 1 

~H=1536 J. mol-I 
~5= 5.97 J. mol-I. K- I 

76CON/GIN 

86BENIDAR 

86BENIDAR2 

64MOEITHO 

76CON/GIN 

CI'=140.6J· mo)"·I. K- I 
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CSHIOO (liq) 
Tetrahydropyran; Oxane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1334 
Wiswesser Line Notation T60TJ 
Evaluation B 

CSHIOO (liq) 
Tetrahydropyran; Oxane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1334 
Wiswesser Line Notation T60TJ 
Evaluation B 

CSHIOO (liq) 
Valeraldehyde; n-Pentanal; Valeral 
Heat Capacity 298 K, 

Temperature range 290 to 385 K. 
Molecular Weight 86.1334 
Wiswesser Line Notation VH4 
Evaluation D 

CSHIOO (liq) 
Valeraldehyde; n-Pentanal; Valeral 
Entropy 298.15 K, 
Molecular Weight 86.1334 
Wiswesser Line Notation VH4 
Evaluation B 

CSHIOO (liq) 
Valeraldehyde; n-Pentanal; Valeral 
Heat Capacity 298.15 K, 

Temperature range 10 to 340 K. 
Entropy 298.15 K. 
Phase Changes 
clIiq 191.59 K 
Molecular Weight 86.1334 
Wiswesser Line Notation VH4 
Evaluation B 

CSHIOO (liq) 
Valcraldchydc; n-Pcntunal; Valcrul 

Heat Capacity 298.15 K, 
Temperature range 10 to 340 K. 

Entropy 298.15 K, 
Phase Changes 

clliq 191.59 K 
Molecular Weight 86.1334 
Wiswesser Line Notation VH4 
Rvaluation A 

SlING/CAS 

84ING/GRO 

1881REI 

82DYAIVAS 

S=273.6 J·mol- I . K- I 

83 KORIDYA 

S=273.59 J. mol-I. K- 1 

84VASIPET 

S=273.59 J. mol-I. K- I 

CSHIOO (Iiq) 83KORIDYA 
2,2-Dimethylpropanal; Pivalaldehyde; tert-Butylaldehyde 
Heat Capacity 298.l5 K, Cp =185.58 J. mol-I. K- 1 

Temperature range 50 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,I11iq 274.15 

Molecular Weight 86.1334 
Wlswesser LIne NotatIon VHXI&l&l 

Evaluation C 

S=262.05 J. mol-I. K- I 

K Second order transitions 
observed at 62.5, 69.0, 110.8, 
162.5, and 183.3 K. 
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CSH100 (Iiq) 88WHIlPER 
2,2-Dimethylpropanal; Pivalaldehyde; tert -Butylaldehyde 
Heat Capacity 298.43 K, Cp =192.8 J. mol-I. K- I 

Temperature range 29 to 298 K. Value is unsmoothed experimental 
datum. 

Phase Changes 
c,IIIIc,II 

c,II1c,I 

c,I1Iiq 

158.5 K, 

183.9 K, 

272.1 K, 

Molecular Weight 86.1334 
Wiswesser Line Notation VHX1&1&1 

~H=499 J. mol-I 
~S=3.34 J. mol-I. K- I 

~H=4809 J. mol-I 
~S= 26.22 J. mol-I. K- I 

~H=2520 J. mol-I 
~S= 9.3 J. mol-J· K- J 

Evaluation Cp(B), transitions (A). 

CSHIOOZ (liq) 79FUC 
I-Methylethyl ethanoate; Isopropyl acetate 
Heat Capacity 298.15 K, Cp = 196.6 J. mol-I. K- 1 

One temperature. 
Molecular Weight 102.1328 
Wiswesser Line Notation lYl&OVl 
Evaluation B 

CSH100Z (liq) 
Ethyl propionate; Ethyl propanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 102.1328 
Wiswesser Line Notation 2V02 
Evaluation B 

86JIMIROM 

CSH100Z (liq) 87ZABIHYt--
Ethyl propionate; Ethyl propanoate 
Heat Capacity 298.33 K, Cp =199.58 J. mol-I. K- I 

Temperature range 294 to 349 K. Un smoothed experimental datum 
Molecular Weight 102.1328 
Wiswesser Line Notation 2V02 
Evaluation B 

CSH 100 2 (liq) 
Propyl ethafioate; n-Propyl acetate 
HE'llt Cllpllcity 298 K, 

Temperature range 292 to 382 K. 
Molecular Weight 102.1328 
Wiswesser Line Notation 30Vl 
Evaluation D 

CSHlO02 (Jiq) 
Propyl cthunontc; n-Propyl acctate 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 102.1328 
Wiswesser Line Notation 30Vl 

Evaluation B 

CsH lO02 (li4) 
Methyl butanoate; Methyl butyrate 
Heat Capacity 298.15 K, 

One temperature, 
Molecular Weight 102.1328 

Wiswesser Line Notation 3VOl 
Evaluation B 

1881RE 

86JIMIRO:l\ 

79FU( 
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C5H}002 (liq) 
Methyl butanoate; Methyl butyrate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 102.1328 
Wiswesser Line Notation 3VO 1 
Evaluation B 

88PINIBRA 

CSHI002 (liq) 86J1M1ROM 
n-Butyl methanoate 
Heat Capacity 298.15 K, Cp =200.25 J. mol-I. K- I 

One temperature. 
Molecular Weight 102.1328 
Wiswesser Line Notation 40VH 
Evaluation B 

C5H I00 2 (liq) 1881REI 
3-Methylbutanoic acid; Isovaleric acid 
Heat Capacity 298 K, Cp =197.1 J. mol-I. K- I 

Temperature range 290 to 470 K. 
Molecular Weight 102.1328 
Wiswesser Line Notation QVIYI&l 
Evaluation 0 

CSHlO02 (Jiq) 65MCDIKIL 
Pentanoic acid; n-Valerie acid 
Heat Capacity 298.15 K, Cp=210.33 J. mol-I. K-\ 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 5=259.83 J. mol-I. K- I 

Phase Changes 
c/liq 239.49 K, ~H=14161.6 J. mol- I 

~S=59.13 J. mol-I. K- I 

Molecular Weight 102.1328 
Wiswesser Line Notation QV4 
Evaluation A 

CSH lO02 Oiq) 
Pentanoic acid; n-Valerie acid 
Hf>~t rl'lfl~('ity ?98 l'i K, 

One temperature. 
Molecular Weight 102.1328 
Wiswesser Line Notation QV4 
Evaluation B 

C5H I00 2 (c) 
2,2 Dimethylpropanoic acid; Pivalic acid 

Phase Changes 

71KONIWAD 

70BREIBRE 

c,II1c,I ~H=8759.92 J. mol-I 
c,Uliq ..lH=2101.8 J. mol- I 

Mole(,lIll'1r Wpight 1 OJ 11?~ 

Wiswesser Line Notation QVX I & I & I 
Evaluation C 

C5H I00 2 (c) 

2,2-Dimethylpropanoic acid: Pivalic acid 
Phase Changes 
c,lI/c,l 281 K, 

c,lllig 307 K, 

l\-Iol(>C'lJll'lr Weight 102.1328 

Wiswesser Line Notation QVX 1 & 1 & 1 
Evaluation A 

70MURIBRE 

.iH-8760 J. mo]-I 

~S=31.4 J. mol-I. K- I 

~H=2479 J. mo\-I 
~S=7.9 J. mol-I. K- I 

C 5H 100 2 (c) 71KONIWAD 
2,2-Dimethylpropanoic acid; Pivalic acid 
Heat Capacity 298.15 K, Cp =178 J. mol-I. K- I 

One temperature. 
Molecular Weight 102.1328 
Wiswesser Line Notation QVXl&I&1 
Evaluation B 

C5H I00 2 (c) 90SIN/GLI 
2,2-Dimethylpropanoic acid; Pivalic acid 
Heat Capacity 298.15 K, C p = 192.2 J. mol-I. K- 1 

Temperature range 295 to 319 K. Cp(c)=13.38 + 0.1092Tcal· mol-I 
. KI (295 to 300 K). Cp value calculated from equation. CpOiq)= 16.19 
+ 0.1042Tcal· mol-I. KI. 

Phase Changes 
c,II1c,I 278.3 K, 
c,IIliq 309.085 K, 
Molecular Weight 102.1328 
Wiswesser Line Notation QVX1&1&1 
Evaluation B 

AH=8184 J. mol- I 

AH=2268 J. mol-I 

Suspected error by authors for Cp(c) equation; they report C p(c)= 13.38 + 
0.1902T cal/mol· K. 

C5H 100 2 (Jig) 35MIL 
Tetrahydrofurfury I alcohol 
Heat Capacity Temperature range 100 to 298 K. Data in thesis only. 
Entropy 298.15 K, S=219.2 J. mol-I. K- I 

Extrapolation below 90 K, 45.23 J. mol-I. K- I. 
Molecular Weight 102.1328 
Wiswesser Line Notation T50TJ B 1 Q 
Evaluation C 

CsH 1002 (liq) 
Tetrahydrofurfuryl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 102_1328 
Wiswesser Line Notation T50TJ B 1 Q 
Evaluation B 

76BON/CER 

CSHI002 (Jiq) 76CON/GIN 
1,3-Dioxepane 
Heat Capacity 298 K, Cp =167 J. mol-I. K- I 

One temperature. 
Molecular Weight 102.1328 
Wiswesser Line Notation T70 COTJ 
Evaluation C 

C5H I00 2 (Jig) 36KURIVOS 
2-Methylpropyl methanoate; Isobutyl formate 
lIeat Capacity 290 K, C p .... 214.2 J- lllul- 1 • K- 1 

One temperature. 
Molecular Weight 102.1328 
Wiswesser Line Notation VHOIYI&l 
Evaluation D 

C5H1I)03 Oiq) 
2-Methoxyethanol acetate 
Heat Capacity 298.15 K, 

Temperature range 273.15 
K- J) =0.024460T -4.667 

Molecular Weight 118.1322 
Wiswesser Line Notation 1 V020 1 
Evaluation D 

to 

83SAN/CIO 

C p == 310 J. mol- I - K- I 

323.15 K. Cp(kJ· kg- I 
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CSH 100 3 Oiq) 
Diethyl carbonate 
Heat Capacity 298 K, 

Temperature range 297 to 416 K. 
Molecular Weight 118.1322 
Wiswesser Line Notation 20V02 
Evaluation D 

CSHlO03 (liq) 
Dicthyl curbonute 

Heat Capacity 
One temperature. 

294.7 K, 

Molecular Weight 118.1322 
Wiswesser Line Notation 20V02 
Evaluation C 

CSH 100 3 Oiq) 
Diethyl carbonate 
Heat Capacity 

One temperature. 
294.2 K, 

Molecular Weight 118.1322 
Wiswesser Line Notation 20V02 
Evaluation C 

CSHlO04 (l;) 
2,2-Bis(hydroxymethyI)propionic acid 
Phase Changes 
c,lIIc,! 426 K, 

c,Uliq 468 K, 

Molecular Weight 134.1316 

1881REI 

33KOLIUDO 

34KOLlUD02 

70MUR/BRE 

LlH=38499 J. mol- I 

Ll5=90.8 J. mol-I. K- I 

LlH=3592 J. mol- I 

Ll5=7.5 J. mol-I. K- I 

Wiswesser Line Notation QVXl&lQlQ 

Evaluation A 

CSHIOOS (c) 
Pentoxane; Pentacyc1oformaldehyde 
Heat Capacity 298.15 K, 

Temperature range 180 to 400 K. 
Entropy 298.15 K, 
Extrapolation below 180 K, 119.0 J. 
Phase Changes 
clliq 334 K, 

Molecular Weight 150.1310 

69CLE/MEL3 

5=187.7 J. mol-I. K- I 

mol-I. K- I. 

LlH=21900 J. mol- I 

Ll5=65.6 J. mol-I. K- I 

Wiswesser Line Notation T-lO-O CO EO GO IOTJ 
Evaluation B (Cp),C(S) 

CSHIOOS (c) 35MIL 
a-Xylose(D) 
Heat Capacity C p data in thesis only. 

Temperature range 100 to 298 K. 

Entropy 298.15 K, 5=143~5J· mol-I. K- I 

Extrapolation below 90K, 31.38 J. mol-I. K- I. 

Molecular Weight 150.1310 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ -A&BCE -B&D 
Evaluation C 

CSHIOOS Ic) 
Xylose(O) 
Heat Capacity 303 K, 

Temperature range 300 to 315 K. 
Molecular Weight 150.1310 

81KAW/KUS 

Wiswesser Line Notation T60TJ BQ CQ DQ EQ -A&BCE -B&O 
Evaluation B 

J. Phys. Chem. Ref. Data, Vol. 25, No.1, 1996 

CSHIOOS (c) 
Arabinose(L) 
Heat Capacity 303 K, 

Temperature range 300 to 315 K. 
Molecular Weight 150.1310 

81KAW/KUS 

Wiswesser Line Notation T60TJ BQ CQ DQ EQ -A&C -B&BOE 
Evaluation B 

C;HlOO; (c) 

Arabinose(D) 
Heat Capacity 303 K, 

Temperature range 300 to 315 K. 
Molecular Weight 150.1310 

81KAWIKm 

Wiswesser Line Notation T60TJ BQ CQ DQ EQ -A&DE -B&BC 
Evaluation B 

CSHIOOS (c) 81KAW/Km 
Ribose(D) 
Heat Capacity 303 K, Cp =187 J. mol-I. K- I 

Temperature range 300 to 315 K. 
Molecular Weight 150.1310 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ -A&CDE -B&B 
Evaluation B 

CSHIOS (liq) 61BERlSCC 
Cyclopentanethiol; Cyclopentyl mercaptan 
Heat Capacity 298.15 K, Cp =265.23 J. mol-I. K- I 

Temperature range 12 to 367 K. For metastable crystals 12 to 137 K. 
Entropy 298.15 K, 5=256.86 J. mol-I. K- I 

Phase Changes 
c.I11iq 155.39 K. 

Molecular Weight 102.1940 
Wiswesser Line Notation L5TJ ASH 
Evaluation A 

LlH=7830.8 J. mo\-I 
Ll5=50.39 J. mol-I. K- I 

From enthalpy data at 102 to 162 K calculate enthalpy of fusion c 
metastable crystals at 155.39 K as 7381 J. mol-I. K- I. Adiabati 
transition from metastable to stable crystals, LlH(I55.39 K) =452 J 
mol-I. Sum gives LlHfusion=7833 J. mol-I. 

CSHIOS Oiq) 74MESIFU 
2-Methylthiolane; 2-Methylcyclothiapentane 
Heat Capacity 298.15 K, C p = 171.80 J. 

Temperature range 10 to 380 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 172.39 K, 

Molecular Weight 102.1940 
Wiswesser Line Notation T5STJ B 1 
Evaluation A 

CSHIOS (liq) 

5=245.31 J. mol-I. K- I 

LlH=8875.9 J. mol-I 
Ll5=51.49 J. mol-I. K- I 

74MESIFI: 

3-Methylthiolane; 3-Methylcyclothiapentane 
Heat Capacity 298.15 K, C p = 171.80 J. 

Temperature range 10 to 340 K. 
Entropy 298.15 K, 

Phase Changes 
C/liq 192.00 K, 

Molecular Weight 102.1940 
Wiswesser Line Notation T5STJ C 1 
Evaluation A 

5=241.00 J. mol-I. K- I 

LlH=10370.5 J. mol-I 
Ll5=54.01 J. mol-I. K- I 
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CSHlOS (liq) 
Thiacyclohexane 
Heat Capacity 298.15 K, 

Temperature range 13 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c,I1I1c,II 20 104 K, 

c,IIIc,I 240.02 K, 

c,I/liq 292.25 K, 

Molecular Weight 102.1940 
Wiswesser Line Notation T6STJ 
Evaluation A 

54MCCfFIN 

S=218.24 J. mol-I. K- I 

LlH=1097.9 J. mol-I 
LlS=5045 J. mol-I. K- I 

LlH==7775.1 J. mol-I 
LlS= 32.39 J. mol-I. K- 1 

LlH=2448.5 J. mol-I 
LlS== 8.38 J. mol-I. K- I 

CSHllBr (Jiq) 48KUR 
I-Bromo-3-methylbutane; Isoamyl bromide 
Heat Capacity 298 K, Cp =187.0 J. mol-I. K- I 

Temperature range 12 to 100· C, mean Cp ' two temperatures. 
Molecular Weight 151.0459 
Wiswesser Line Notation E2Yl&1 
Evaluation D 

CSHllBr (liq) 3lDEE 
I-Bromopentane; n-Amyl bromide; n-Pentyl bromide 
Heat Capacity 290.7 K, Cp =171.59 J. mol-I. K-\ 

Temperature range 96 to 29 I K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=406.77 J. mol-I. K- t 

Extrapolation below 100 K, 56.82 J. mol- t
• K- 1

• 

Phase Changes 
c/liq 185.1 K, 

Molecular Weight 151.0459 
Wiswesser Line Notation E5 
Evaluation B 

C:sHuRr (Jiq) 

LlH=14364 J. mol- t 

LlS=77.60 J. mol-I. K- 1 

'iOKITS/("RO 

I-Bromopentane; n-Amyl bromide; n-Pentyl bromide 
Heat Capacity 206.6 K. Cp =174.9 J. mol-I. K- I 

'Temperature range 122 to 207 K. Value is unsmoothed experimental 
datum. 

Phase Changes 
clliq 185.1 K, 

Molecular Weight 151.0459 
Wiswesser Line Notation E5 
Evaluation B 

.6.H=11465 J. mol- I 

.6.S=62.0J· mol-I. K- I 

CsHuBr (liq) 93SHE 
I-Bromopentane; n-Amyl bromide; n-PentyI bromide 
Heat Capacity 298.15 K, Cp =219.7 J. mol-I. K- I 

One temperature. 
Molecular Weight 151.0459 
Wiswesser Line Notation E5 
Evaluation B 

CSH llCaCI2N02 · 2H20 (c) 
Betaine calcium chloride dihydrate 

90BRIlGME 

Heat Capacity 300 K, Cp =300 J. mol-I. K- I 

Temperature range 2 to 300 K. C p value estimated graphically. 
Phase Changes 
c,VI/c,V 47 K, 

c,V/c,lV 76 K, 

c,IV/c,III 116K, 

c,llIlc,ll 127K, 

c,IIIc,I 164K, 

Molecular Weight 264.1638 

LlH=5.08 J. mol- I 

LlS= 0.11 J. mol-I. K- I 

LlH= 11.90 J. mol-I 
LlS=0.16 J. mol-t. K- I 

LlH=5.60 J. mol-I 
.6.S=0.05 J. mol-I. K- I 

LlH=1.58 J. mol- t 

LlS=O.Ol J·mol- I. K- 1 

.6.H=18704 J. mol- I 

.6.S=1.28J· mol-I. K- I 

Wiswesser Line Notation OVIK1&1&1 .CA G 2 &QH 2 
Evaluation A 

CSHllCI (liq) 48KUR 
l-Chloro-l-methylbutane; Isoamyl chloride 
Heat Capacity 298 K, Cp =179.5 J. mol-I. K- I 

Temperature range 14 to 98°C, mean C P' two temperatures. 
Molecular Weight 106.5949 
Wiswesser Line Notation G2Yl&1 
Evaluation D 

CsHIlCl (liq) 93SHE 
I-Chloropentane; n-Amyl c1oride; n-Pentyl cloride 
Heat Capacity 298.15 K, Cp=187.7 J. mol-I. K- I 

One temperature. 
Molecular Weight 106.5949 
Wiswesser Line Notation G5 
Evaluation B 

CsHllI (liq) 48KUR 
1-Iodo-3-methylbutane; Isoamyl iodide 
Heat Capacity 298 K, Cp =178.7 J. mol-I. K- I 

Tl"mpp.rMllrl" r:mgp. 11 to !':nor, melln C p ' 

Molecular Weight 198.0464 
Wiswesser Line Notp.1ion I2Y 1 &}. 
Evaluation D 

CsHIlI (Jig) 93SHE 
I-Iodopentane; n-Amyl iodide; n-Pentyl iodide 
Heat Capacity 298.15 K, C,,=193.6J.mol- l . K- t 

One temperature. 
Molecular Weight 198.0464 
Wiswesser Line Notation IS 
Evaluation B 

CsHIlN (Jiq) 86STEICHI 
3-Methylpyrrolidine 
Heat Capacity 298.15 K, CI' = 188.28 J. mo1- I. K- I 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 5=236.43 J·mol-!· K- I 

Phase Changes 
ell iq 170.402 K 
Molecular Weight 85.1486 
Wiswesser Line Notation T5MTJ C 1 
Evaluation A 

J. Phys. Chern. Ref. Data, VOl. 25, NO.1, 1996 
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CSHllN (lig) 
1-Methylpyrrolidine 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 85.1486 
Wiswesser Line Notation T5NTJ Al 
Evaluation B 

C.c;HnN (Jiq) 
Piperidine 
Heat Capacity 

One temperature. 
290 K, 

Molecular Weight 85.1486 
Wiswesser Line Notation T6MTJ 
Evaluation C 

CSHllN (Jiq) 
Piperidine 
Heat Capacity 

One temperature. 
290 K, 

Molecular Weight 85.1486 
Wiswesser Line Notation T6MTJ 
Evaluation D 

CSHllN (liq) 
Piperidine 
Heat Capacity 297.39 K, 

Temperature range 297 to 327 K. 
Molecular Weight 85.1486 
Wiswesser Line Notation T6MTJ 
Evaluation B 

CSHllN (Jiq) 
Piperidine 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 85.1486 
Wiswesser Line Notation TfiMTT 
Evaluation B 

CsHlIN (liq) 
Piperidine 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 262.124 K 
Molecular Weight 85.1486 
Wiswesser T .ine Notlltion TnMTT 

Evaluation A 

CsHlIN (liq) 
Piperidine 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 262.124 K, 

Molecular Weight 85.1486 
Wiswesser Line Notation T6MTJ 
Evaluation A 

76CON/GIN 

34RAD/JUL 

36KURNOS 

64MOEITHO 

76CON/GIN 

86STE/CHI 

5=209.94 J·mol- I. K- I 

87MESITOD 

5=209.94 J. mol-I. K- I 

~H= 14847.9 J. mol-I 
~5=56.64 ]·mol- J

• K- I 

J, Phys. Chern, Ref. Data, Vol. 25, No.1, 1996 

CSHllN (liq) 
Piperidine 
Heat Capacity 298.150 K, 

Temperature range 10 to 400 K. 
Entropy 298.150 K, 
Phase Changes 
c/liq 262.124 K, 

Molecular Weight 85.1486 
Wiswesser Line Notation T6MTJ 
Evaluation A 

CsHlIN (liq) 
Cyclopentylamine 

88MESITOD 

~H=14853.69 J. mol-I 
!15=56.67 J·mol- I. K- 1 

81FIN/ME~ 

Heat Capacity 298 K, C p =181.21 J·mol-I·K- I 

Temperature range 12 to 349 K. Equation also given fOI 
temperature range 197 to 349 K. 

Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 184.5 K, 

Lambda type transition. 
c,IlIiq 190.45 K, 

Molecular Weight 85.1486 
Wlswesser Line Notation L5TJ AZ 

Evaluation A 

5=241.04 J. mol-I. K- I 

!1H=475.3 J. mol-I 
!15=2.58 J. mol-I. K- 1 

!1H=8312.8 J. mol-I 
!15=43.65J·mol- l . K-: 

CSHllNO (Jiq) 71 KONIWA[ 
N-(I-Methylethyl)ethanamide; N-Isopropylacetamide 
Heat Capacity 298.15 K, Cp =211 ]. mol-I. K- I 

One temperature. 
Molecular Weight lO1.1480 
Wiswesser Line Notation lYl&MVI 
Evaluation B 

CSHllNO (liq) 
N,N -Dimethylpropanamide 
Heat Capacity 298.15 K, 

One temperature. 
Molec,!lar Weight 101.1480 
Wiswesser Line Notation lYl&VMl 
Evaluation B 

71KONIWA[ 

CSHllNO Oig) 71 KONIWAI 
N-(n-Propyl)ethanamide; N-(n-Propyl)acetamide 
Heat Capacity 298.15 K, Cp =207 J. mol-I. K- 1 

One temperature. 
Molecular Weight lO1.1480 
Wiswesser Line Notation 3MV 1 
Evaluation B 

CSHllNO (Jiq) 86ZEG/BOl 
N-(n-Propyl)ethanamide; N-(n-Propyl)acetamide 
Heat Capacity 298.15 K, Cp =207.94J.mol- l . K-

One temperature. 
Molecular Weight 101.1480 
Wiswesser Line Notation 3MV 1 

Evaluation B 
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CSHllNO Oiq) 
N-Methylbutanamide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 101.1480 
Wiswesser Line Notation 3VMl 
Evaluation B 

CSHllNO (liq) 
2,2-Dimethylpropanamide 

71KONIWAD 

89ABB/JIM 

Heat Capacity 298.150 K, Cp =159.8J.mol- l • K- I 

One temperature; Cp given as 1.58 J. g-I. K- I. 
Phase Changes 
c/g 298.15 K, AH=86600 J. mol- I 

AS=290.5 J·mol- I. K- I 

Molecular Weight 101.1480 
Wiswesser Line Notation ZVX1&1&1 
Evaluation A 

CSHllNOz Oiq) 92VERIBEC 
N,N-Dimethylaminoethanoic acid methyl ester 
Heat Capacity 298.15 K, Cp =284.3 J·mo[-I. K- I 

One temperature. 
Molecular Weight 117.1474 
Wiswesser Line Notation 10VIN1&1 
Evaluation B 

CSHllNOz (c) 
Norvaline (L); a-Aminovalerie acid (L) 
Phase Changes 

84GRUIBOU 

c,II/e,I 273 K, AH=40 J. mol-I 
AS=0.16 J. mol-I, K- I 

Molecular Weight 117.1474 
Wiswesser Line Notation QVYZ3 -L 
Evaluation B 

CSHllNOz (c) 63HUT/COL 
2-Amino-3-methylbutanoie aeid(L); Valine(L); a-Aminoisovalerie 
acid 
Heat capaCity 2':J~.1~ K., Cp=lb~.~:'lJ.mol I.K. I 

Temperature range 11 to 310 K. 
Entropy 298.15 K, S=178.87 J·mol-I·K- 1 

Molecular Weight 117.1474 
Wlswesser LIne Notation QVYZYl&l -L 
Evaluation A 

CSHllNOz (e) 75SPIIWAO 
2-Amino-3-methylbutanoie aeid(L); Valine(L); a-Aminoisovalerie 
acid 
Heat Capacity 298.15 K. Cp = 168.5 J. mol-I. K- 1 

One temperature. 
Mult!cular Wdght 117.1474 
Wiswesser Line Notation QVYZYl&1 -L 
Evaluation B 

CsHUNOz (c) 89KULIKOZ 

2-Amino-3-methylbutanoie aeid(O); Valine(O); a-Aminoisovalerie 
aeid(O) 
Heat Capacity 298 K. Cp =158.2J.mol- I.K- 1 

TClllfJCldtUl\; wllgc 298 tv 348 K. 

Molecular Weight 117.1474 
Wiswesser Line Notation ZVYZYl&l -0 
Evaluation C 

CSHllNOz (c) 90BADIKUL 
2-Amino-3-methylbutanoic . addeD); Valine(D); a-Aminoisovalerie 
acid(D) 
Heat Capacity 298 K, Cp =158 J. mol-I. K- 1 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 117.1474 
Wiswesser Line Notation QVYZY1&1 -D 
Evaluation D 

CSHllNOz (c) 89KULIKOZ 
2-Amino-3-methylbutanoic acid(OL); Valine(DL); 
a-Amino isovaleric aeid(DL) 
Heat Capacity 298 K, C p = 164.5 J . mol-I. K- I 

Temperature range 298 to 348 K. 
Molecular Weight 117.1474 
Wiswesser Line Notation QVYZY1&1 
Evaluation C 

CSHllNOz (c) 90BAD/KUL 
2-Amino-3-methylbutanoie acid(DL); Valine(DL); 
a-Aminoisovalerie acid(DL) 
Heat Capacity 298 K, Cp =165 J. mol-I. K- I 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 117.1474 
Wiswesser Line Notation QVYZY1&1 
Evaluation D 

CSHllNOz (c) 
5-Aminopentanoic acid 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 117.1474 
WilSwt!ISISt!(' Liut! Nutatiuu Z4VQ 
Evaluation B 

CSHllNOz (c) 
2-Amino-2-methyl-l,3-propanediol 
Heat Capacity .' . 

83SKO/SAB 

91BARIFON 

Temperature range 273 to 423 K. Data given graphically. 
Phase Changes 
c,lIfe,! 351.25 K, 
c,I/liq 383.55 K, 
Molecular Weight 101.1480 

AH = 24680 J. mol- 1 

AH=2731 J. mol- I 

WbWClilieI Line Notation ZX 1 & 1 & 1 Q 1 Q 

Evaluation B 

CsHuN02S (c) 
Methionine (DL) 
Phase Changes 
c,IIIJc,II 326 K, 

e,lIfc,I 380 K 
Molecular Weight 149.2074 
Wiswesser Line Notation QVYZ2S 1 
Evaluatiull B 

84GRU/BOU 

AH=820 J. mol- I 

~S=2.~! J·mo! I' K I 
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CSHllNOzS (c) 64HUT/COL 
Methionine (L) 
Heat Capacity 298.15 K, 

Temperature range 11 to 348 K. 
Entropy 298.15 K, S=231.46 J. mol-I. K- I 

Phase Changes 
c,I1/c,1 LlH=5440 J. mol-I 

LlS=17.6 J. mol-I. K- I 

Lambda transition over the temperature range 250 to 350 K with a 
maximum at 305.5 K. 

305.5 K, 

Molecular Weight 149.2074 
Wiswesser Line Notation QVYZ2S 1 
Evaluation A 

CsHllNOzS (c) 
Methionine (L) 
Phase Changes 
c,lII1c,I1 

c,I1/c,1 

307 K, 

393 K, 

Molecular Weight 149.2074 
Wiswesser Line Notation QVYZ2S 1 -L 
Evaluation B 

84GRU/BOU 

LlH=1980 J. mol-I 
LlS=6.45 J·mol-I·K- I 

LlH=150 J. mol-I 
LlS=0.38 J. mol-I. K- I 

CSHllN04 (c) 39SAT/SOG 
Ammonium acid pyrotartrate; Ammonium acid 2- methylsuccinate 
Heat Capacity 323 K, Cp =234.7 J·mol-I·K- I 

Temperature range 0 to lOO°C. Mean value. 
Molecular Weight 149.1462 
Wiswesser Line Notation QVYl&lVQ&ZH 
Evaluation C 

CSH12 (liq) 36ASTIMES 
2,2-Dimethylpropane; Neopentane 

Heat Capacity 278.92 K, Cp =163.89J.mol- I.K- 1 

Temperature range 13 to 283 K. Value is unsmoothed experimental 
datum. 

Entropy 282.61 K, S=218.8 J. mol-I. K- I 

Phase Changes 
c,IIIc,I 140.0 K, LlH=2577 J. mol-I 

c,II1iq 256.53 K, 

liq/g 282.61 K, 

Molecular Weight 72.1498 
Wiswesser Line Notation lXl&I&1 
Evaluation A 

C5H12 (Jig) 
2.2-Dimethylpropane: Neopentane 
Heat Capacity 259.93 K, 

LlS= 18.41 J. mol-I. K- I 

LlH=3255 J. mol:- I 

LlS= 12.68 J·mol- I. K- I 

LlH=22753 J. mol-I 
LlS=80.50J·mol- l

• K- 1 

P=101.325 kPa 

69ENO/SHI 

Cp =153.09 J. mol-I. 
K- I 

Temperature range 4 to 260 K. Value is unsmoothed experimental 
datum. 

Entropy 282.61 K, S=216.81 J·mol- I. K- I 

At normal boiling point. 
Phase Changes 
c,IUc,I LlH=2630.5 J. mol- I 

~S= \8.70 J. mol-I. K- I 

Second-order transition, 140 to 142 K. ~S for total change 
between 140 and 142 K. c,Uliq 256.76 K, ~H=3096.2 J. mol- I 

~S= 12.06 J. mol-I. K- I 

140-142 K, 

Molecular Weight 72.1498 
Wiswesser Line Notation 1 X 1 & 1 & I 
Evaluation A 

CsH12 (liq) 
2,2-Dimethylpropane; Neopentane 
Phase Changes 
c,IIIc,1 140.5 K, 

c,I/liq 256.76 K, 

Molecular Weight 72.1498 
Wiswesser Line Notation lXl&I&1 
Evaluation A 

70CHAIWES 

LlH=2630 J. mol-I 
LlS=18.70 J. mol-I. K- I 

LlH=3096 J. mol-I 
LlS= 12.05 J. mol-I. K- I 

CsH12 (liq) 30PARIHUF 
2-Methylbutane; Isopentane 
Heat Capacity 275.8 K, Cp =157.3J.mol- I.K- 1 

Temperature range 80 to 276 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=254.4 J. mol-I. K- I 

Extrapolation below 90 K, 57.49 J. mol-I. K- I . 
Phase Changes 
clliq 112.6 K, 

Molecular Weight 72.1498 
Wiswesser Line Notation 2Yl&1 
Evaluation B (Cp),C(S) 

CsH12 (liq) 
2-Methylbutane; Isopentane 
Heat Capacity 290 K, 

Temperature range 20 to 290 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 113.39 K, 

liq/g 293.95 K, 

Molecular Weight 72.1498 
Wiswesser Line Notation 2Yl&1 
Evaluation A 

CSH12 (liq) 
2-Methylbutane; Isopentane 
Heat Capacity '298.15 K, 

Temperature range 13 to 300 K. 

LlH=5113 J. mol-I 
LlS=45.41 J·mol-I·K- I 

42SCHIAST 

S=261.04 J. mol-I. K- I 

LlH=5130 J. mol-I 
LlS=45.24 J. mol-I. K- I 

LlH=24832 J. mol-I 
LlS=84.48 J. mol-I. K- I 

P=79.15 kPa 

43GUTIHUF 

Cp =164.85 J. mol-I. 
K- I 

Entropy 298.15 K, S=260.41 J·mol-I·K- 1 

Phase Changes Small second order transition 69 to 77 K. 
clliq 113.37 K, LlH=5155.5 J. mol-I 

LlS=45.48J.mol-I.K I 

Molecular Weight 72.1498 
Wiswesser Line Notation 2Yl&1 
Evaluation A 

CsH12 (lig) 88CZA 
2-Methylbutane; Isopentane 
Heat Capacity 298.3 K, C p = 164.5 J. mol-I. K- I 

Temperature range 289 to 299 K. p=O.1 MPa. Un smoothed 
experimental datum. C p values provided over the pressure range 
0.1 to 820 MPa. 

Molecular Weight 72.1498 
Wiswesser Line Notation 2Y 1 & 1 
Evaluation B 
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30PARfHUF2 
n-Pentane 
Heat Capacity 290.0K, Cp ==163.2J.mol- I.K- 1 

Temperature range 93 to 290 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5==259.4 J. mol-I. K- I 

Extrapolation below 90 K, 56.61 J. mol-I. K- I. 
Phase Changes 
c1liq 143.4 K, 

Molecular Weight 72.1498 
Wiswesser Line Notation 5H 
Evaluation B 

CsHI2 Oiq) 
n-Pentane 
Heat Capacity 290 K, 

Temperature range 12 to 290 K. 
Entropy 298.15 K, 
Phase Changes 
c/Jiq 143.46 K, 

Jiq/g 298.15 K. 

Molecular Weight 72.1498 
Wiswesser Line Notation 5H 
Evaluation A 

CsH12 (liq) 
n-Pentane 
H~i1t Capadty 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 143.47 K, 

Molecular Weight 72.1498 
Wiswesser Line Notation 5H 
Evaluation A 

II-Pentane 

Heat Capacity 298 K, 
Temperature range 300 to 463 K. 

Molecular Weight 72.1498 
Wiswesser Line Notation SH 

Evaluation B 

LlH==8376 J. mol- I 

.15=58.41 J·mol-1·K-1 

40MES/KEN 

.1H=8414.9 J. mol- 1 

.15=58.66 J. mol-I. K-- I 

LlH=26200 J. mor- I 

Ll5=87J~8 J. mol- I. K- I 

P=68.68 kPa 

67MES/GCT 

.1 H = 8401 J. mol-I 

.1S=58.56 J. mol-I. K- I 

75GRIlRAS 

CsHI1N20 (jiq) 88KOZ/KRA 
Tetrameth y I urea: Tetramethy!carbamide 
Heat Capacity 320 K, Cp =241.2 J. mol-I. K- I 

Temperature range 160 to 425 K. Equation only. Cp (c)=60.22 + 
0.520 T J. mol-I. K- I (160 to 240 K); CI'(Jiq) = 153.30 + 0.2748 
J. mol-I. K- I (320 to 425 K). 

Phase Changes 
c/liq 272.2 K ~H=13400 J. mol-' I 

\S':=49.? J. mol-I. K-I 

I\lolecular Weight 116.1626 
Wiswesser Line Notation 1 N 1 & VN I & I 
Evaluation A 

CSH12NzO (liq) 88KOZlKRA2 
Tetramethylurea; Tetramethylcarbamide 
Heat Capacity 
Temperature range 160 to 425 K. Due to melting temperature of 
272.2K, Cp(liq) at 298.l5K could not be calculated. 
Phase Changes 
clliq 272.2 K, 

Molecular Weight 116.1626 
Wiswesser Line Notation INl&VNl&1 
Evaluation B 

.1H=13400 J. mol- I 

6.S=49.2 J. mol-I. K- 1 

Cp (c)=60.22+0.5207 T (160 to 240K); CI'(Iiq)= 153.30+0.2748 T 
(320to425K)J· mol-I. K- I. 

CsH12NzO (c) 
1,3-Diethylurea 
PlJa~e Challg~1I 

c,llIc'! 

c/liq 

339.4 K, 

383.4 K, 

Molecular Weight 116.1626 
Wiswesser Line Notation 2MVM2 
Evaluation A 

CSH12N20 (c) 
Butylurea; Monobutylurea 
Pha.5c Changcs 

c,UIIc,II 
c,IIIc,I 
clliq 

313.1 K, 
344.9 K, 
369.3 K. 

Molecular Weight 116.1626 
Wiswesser Line Notation ZVM4 
Evaluation A 

CSH 12NzO (c) 

tert -Buty lurea; Mono-tert -buty I urea 
Phase Changes 
c/liq 449.8 K, 

Molecular Weight 116.1626 
Wil<wP.I.l<pr J .inp Notation ZVMX 
Evaluation A 

CsH'2N20 (c) 
N.N_Djprhylllrpw. 1,1-Djpthyll1fp:l 

Heat Capacity 300 K 
Temperature range 140 to 310 K. 

Phase Changes 
c,IIJcJ 195-225 K, 

Reversible transition. 
c,1iliq 384.43 K 

c/g 326 K, 

Molecular Weight 116.1626 
Wiswesser Line Notation ZVN2&2 
Evaluation B 

87DELIFER 

.1H=1870 J. mo!-t 

.1S= 55.1 J·mo]-I·K- 1 

LlH=12460 J. mol-I 
6..5=32.5 J. mol-I. K- I 

87DELfFER 

6.H=7020 J. mo\-I 
6..H=880 J. mol- I 

6..H=14550 J. mol- I 

,'\5=39.:1 J. mol-i. K-I 

87DELIFER 

6..H=33130 J. mol-I 
.15=73.6 J. mol-I. K- 1 

86KRA/KOZ 

C,,= 185.2 J. mol-I. K-- I 

~R:2000 J. mol-; 
~S=9.61 J·mol- I. K- I 

.l H = 161 00 J. mor- \ 
6..S=41.9 J. mol-I. K- I 

~H"'96800 J. mol- 1 

~5=296.9 J. mol-I. K- 1 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 
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CsH12NzO (c) 

N,N-Diethylurea; 1,1-Diethylurea 
Phase Changes 
clliq 342.3 K, 

Molecular Weight 116.1626 
Wiswesser Line Notation ZVN2&2 
Evaluation A 

87DELIFER 

LlH=16780 J. mol-I 
LlS=49.0 J. mol-I. K- I 

CSH12Nz02 (c) 4UHUt-ifl<UX 

Ornithine(DL) 
Heat Capacity 298.1 K, Cp =191.33J·mol- I.K- 1 

Temperature range 90 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=193.3 J. mol-I. K- I 

Extrapolation below 90 K, 55.06 J. mol-I. K- I. 
Molecular Weight 132.1620 
Wiswcsscr Line Notation Z3YZVQ -DL 

Evaluation C 

CsH I20 (liq) 36EVA/EDL 
3,3-Dimethyl-2-oxabutane; Methyl tert-butyl ether 
Heat Capacity 298 K, Cp =188 J. mol-I. K- I 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation 1Xl&1&01 
Evaluation C 

CsH120 (liq) 75ANDIMAR 
3,3-Dimethyl-2-oxabutane; Methyl tert-butyl ether 
Heat Capacity 298.15 K, Cp =187.5J.mol- I.K- 1 

Temperature range 12 to 350 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 164.56 K, 

Molecular Weight 88.1492 
Wiswesser Line Notation lXl&I&OI 
Evaluation A 

LlH=7600 J. mol-I 
LlS=46.18 J. mol-I. K- I 

CSUllO Oiq) 75FENIHAR 
3,3-Dimethyl-2-oxabutane; Methyl tert-butyl ether 
Heat Capacity 298.15 K, Cp = 187.8 J·mol-IK- I. 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation lXl&I&OI 
Evaluation B 

CsHI20 (liq) 
3-0xahexane; Ethyl n-propyl ether 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 145.65 K, 

Molecular Weight 88.1492 
Wiswesser Line Notation 302 
Evaluation A 

C:'!HIZO Oiq) 
3-0xahexane; Ethyl n-propyl ether 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation 302 
Evaluation B 

75ANDIMAR 

S=295.0 J. mol-I. K- I 

LlH=8395 J. mol-I 
Ll5=57.64J·mol- 1 . K- I 

75FENIHAR 

" Ph,,<=: r.hl'>m Rpf n::.t::., Vol. 25, No, 1, 1996 

CsH120 (liq) 
2-0xahexane; Methyl n-butyl ether 
Heat Capacity 298.15 K, 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 157.48 K, 

Molecular Weight 88.1492 
Wiswesser Line Notation 401 
Evaluation A 

CSH120 (liq) 
2-0xahexane; Methyl n-butyl ether 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1492 

Wiswesser Line Notation 401 
Evaluation B 

Methyl n-butyl ether 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation 401 
Evaluation B 

75AND/MAR 

5=295.3 J. mol-I. K- 1 

LlH=10850 J. mol-I 
Ll5 =68.90 J. mol-I. K- I 

75FENIHAR 

82VILICAS 
2-0xahexane 

CsH120 (liq) 24WILIDAr\ 
3-Methyl-l-butanol; Isoamyl alcohol 
Heat Capacity 303 K, Cp =210.0 J. mol-I. K- I 

Temperature range 303 to 343 K. Equation only. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q2Y1&1 
Evaluation C 

CsH120 (liq) 45ZH[ 
3-Methyl-l-butanol; Isoamyl alcohol 
Heat Capacity 295.52 K, Cp =209.52 J. mol-I. K-

Temperature range.] to 47°C. Value is unsmoothed experimenta 
datum. 

Molecular Weight 88.1492 
Wiswesser Line Notation Q2Yl&1 
Evaluation C 

CsH I20 (liq) 
3-Methyl-l-butanol; Isoamyl alcohol 
Heat Capacity 347 K, 
Mean value 22 to 126°C. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q2Yl&1 
Evaluation C 

58SWIIZIE 

CSH120 (liq) 1881RE 
I-Pentanol; n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 298 K, Cp = 183.3 J. mol-I. K- 1 

Temperature range 298 to 400 K. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation D 
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CSH120 (Jiq) 33PARJHUF 
I-Pentanol; n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 298.0 K, Cp =209.12 J. mol-I. K- 1 

Temperature range 94 to 298 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, S-254.8 J mol-I. K-I 

Extrapolation below 90 K, 57.66 J. mol-I. K- I. 
Phase Changes 
clliq 194.2 K, aH=9828 J. mol-I 

as=50.61 J·mol-I·K- 1 

Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation B (C p),C(S) 

CSHll0 (liq) 39PHl 
I-Pentanol; n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 302.4 K, Cp =201.7 J·mol-I·K- 1 

One temperature. 

Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation C 
Isomer not specified: normal assumed. 

CsH120 (liq) 
I-Pentanol; n-Amyl alcohol; n-Pentyl alcohol 

68COUILEE 

Heat Capacity 298.15 K, Cp =208.3 J·mol- I . K- I 

Temperature range 10 to 390 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 195.56 K. 

Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation A 

S=258.9 J. mol-I, K- 1 

aH=10502 J. mol- 1 

as=53.70 J·mol- I • K- 1 

CSH 120 (liq) 70PAZlPAZ 
I-Pentanol; n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 313.2 K, Cp =240.6 J·mol- I • K- 1 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation B 

CSH120 (fiq) 76SKO/SUU 
I-Pentano!; n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 298.15 K, Cp =208.40J·mol- 1• K- I 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation A 

CSH120 (Jiq) 79GRlNAN 
I-Pentanol; n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 301.26 K. Cp =212.3 J·mor- I. K- I 

Temperature range 301 to 463 K. p=0.98 bar. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation B 

CsH I20 (liq) 8IARUIBAG 
I-Pentanol: n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 293.15 K, j·mol- I. K- I 

Temperature range 293 to 393 K. 
experimental datum given as 2.332 kJ/kg· K. C p given from 
293.15 to 533.15 K for pressure range 10 to 60 MPa. 

Molecular Weight 88.1492 
Wiswesser Line Notation Q:'i 
Evaluation B 

CsH120 (liq) 83DAPIDEL 
I-Pentanol; n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 298.15 K, C p =207.4 J. mol-I. K- 1 

Data given at 288 and 298 K. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q5 

Evaluation B 

CSH120 (liq) 84ZEG/SOM 
I-Pentanol; n-Amyl alcohol; n-Penty] alcohol 
Heat Capacity 298.15 K, Cp =208.98J.mol- l • K- 1 

Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation B 

CSH120 (Jiq) 86BENIDAR 
I-Pentanol; n-AmvJ alcohol; n-Pentvl alcohol 
Heat Capacity 298.15 K,' Cp =207.45J.mol- l • K- 1 

One temperature_ 
Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation B 

CsH120 Oiq) 86BENIDAR2 
I-Pentanol; n-Amyl alcohol; n-Pentyl alcohol 
Heat Capacity 298.15 K, Cp =207.45 ]·mol- I • K- 1 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation B 

86TANfTOY 
I-Pcntanolj n-Amyl alcohol, u-Pt:lltyl akuiIul 

Heat Capacity 298.15 K, Cp =208.19J·mol- l • K- 1 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation Q5 
Evaluation A 

CsH120 (c) 
2,2-Dimethy I-I-propanol 
Phase Changes 
c,IIIc,I 242 K, 

c,IIliq 325 K, 

Molecular Weight 88.1492 
Wiswesser Line Notation QIXl&l&l 
Evaluation A 

70MURJBRE 

aH=4463 J. mol- 1 

LlS= 18.4 J. mol-I. K- I 

LlH=4057 J. mol-I 
as=I2.5 J. mol-i. 

CSH I20 (Iiq) 33PARJHUF 
2-Methyl-2-butanol; tert-Amyl alcohol; tert-Pentyl alcohol 
Heat Capacity 294.4 K, Cp =244.14J·mol- l . K- I 

Temperature range 92 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=229.3 J. mol-I. K- I 

Extrapolation below 90 K, 46.78 J. mol-I. K-- I. 
Phase Changes 
c,IlIlc,Il 146.0 K, 

c,lIlc.! 213 K, 

c,l/liq 264.0 K, 

Mulemlar Weight 88.1492 

Wiswesser Line Notation QXl&1&2 
Evaluation B (Cp),C(S) 

aH= 1962 J. mol-I 
LlS=13.44J'mol- l • K- 1 

LlH=167 J. mol-' I 

as=0.79 J. mol-I. K- I 

aH=4456 J. mol-I 
as= 16.88 J. mol-I. K- I 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 
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CSH120 Oiq) 83DAPIDEL 
2-Methyl-2-butanol; tert-Amyl alcohol; tert-Pentyl alcohol 
Heat Capacity 298.15 K Cp =247.3 J·mol-I·K- I 

Data given at 288 and 298 K. 
Molecular Weight 88.1492 
Wiswesser Line Notation QX1&1&2 
Evaluation B 

CSH120 (liq) 86BENIDAR 
2-Methyl-2-butanol; tert-Amyl alcohol; tert-Pentyl alcohol 
Heat Capacity 298.15 K, Cp =248.86 J. mol-I. K- I 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation QXl&I&2 
Evaluation B 

CSH120 (liq) 86BENIDAR2 
2-Methyl-2-butanol; tert-Amyl alcohol; tert-Pentyl alcohol 
Heat Capacity 298.15 K, Cp =248.86 J. mol-I. K- I 

One temperature. 

Molecular Weight 88.1492 
Wiswesser Line Notation QXI&I&2 
Evaluation B 

CsH I20 (liq) 88PIE/SOM 
2-Methyl-2-butanol; tert-Amyl alcohol; tert-Pentyl alcohol 
Heat Capacity 298.15 K, Cp =247.15 J. mol-I. K- I 

One temperature. 
Molecular Weight 88.1492 
Wiswesser Line Notation QX1&1&2 
Evaluation B 

CsH I20 (liq) 91ATRJNES 
3-Methyl-2-butanol 
Heat Capacity 298.15 K C p = 245.9 J. mol-I. K- I 

Temperature range 218 to 373 K. Cp(liq)=4.81853- 3.12708(TI 
100) +0. I 82356(TIl00)2+0.484126(TIl00)3 -0.0905712(TllOO)4 
kJ/kg· K. 

Molecular Weight 88.1492 
Wiswesser Line Notation QY1&Yl&1 
Evaluation B 

CSH 120 (jiq) 

3-Pentanol 
Heat capacity 

One temperature. 
298 K. 

Molecular Weight 88.1492 
Wiswesser Line Notation QY2&2 
E"alualiull B 

76CON/GIN 

CsH120 2 (Jiq) 84BAGIBAE 
2.2-Dimethox ypropane 
Heat Capacity 298.15 K. Cp =218.0J.mol- I.K- 1 

Temperature range 273 to 334 K. Cp(liql= 2.75970 - 0.007898T 
-i- 1.9 X 10-5Tc kJ/kg· K (273 to 334 Kl. 

:\Iolecular Weight 104.1486 
Wiswesser Line Notation 1 OXO 1 
Evaluation B 

CSH120 2 (liq) 88BAGIGUR 
2,2-Dimethoxypropane 
Heat Capacity 298.15 K, Cp =217.7 J. mol-I. K- I 

Temperature range 270 to 340 K. Unsmoothed experimental 
datum. 

Molecular Weight 104.1486 
Wiswesser Line Notation 10XOI 
Evaluation B 

CSH120 2 (liq) 73KUS/SUU 
2,5-Dioxaheptane; 1-Ethoxy-2-methoxyethane 
Heat Capacity 298.15 K, Cp =224.7 J·mol-I·K- I 

One temperature. 
Molecular Weight 104.1486 
Wiswesser Line Notation 20201 
Evaluation B 

CSH120 2 (c) 
2,2-Dimethyl-l,3-propanediol 
PhllSP. Chllnges 
c,IIJc,I 314 K, 

c,I/liq 398 K, 

Molecular Weight 104.1486 
Wiswesser Line Notation QIX1&1&IQ 
Evaluation A 

CsH 120 2 (c) . 
2,2-Dimethyl-1,3-propanediol 

70MURfBRE 

AH=13639 J. mol- I 

AS=43.1 J. mol-I. K- I 

AH=4706 J. mol-I 
AS=11.7 J. mol-I. K- I 

88ZHAlHON 

Heat Capacity 298.15 K, Cp=183.18J.mol- I.K- 1 

Temperature range 270 to 440 K. Cp(c)=176.017 + 14.708x 
+6.1l4x2 +6.1483- 9.805x4X= (T-290)/20] (270 to 310 K) J 
. mol-I. K- I. 

Phase Changes 
c,IIJc,I 

c'I/liq 

314.8 K 

403.3 K, 

Molecular Weight 104.1486 
Wiswess"er Line Notation QIX1&1&IQ 
Evaluation B 

CSH 120 2 (c) 
2.2-Dimethyl-l J-propanediol 
HpM CllPllcity 29R.15 K. 

Temperature range 270 to 440 K. 
Phase Changes 
c,II/cJ 314.8 K, 

c,I/liq 403.3 K 

Molecular Weight 104.1486 
Wiswesser Line Notation QIXIQ&I&1 
Evaluation B 

AH=1241O J. mol-I 
AS=39.4 J. mol-I. K- I 

AH=4440 J. mol- 1 

AS= 10.5 J. mol-I. K- I 

88ZHAlZOL' 

C
p
= 183.18 J. mol-I. K- 1 

AH=12410 J. mol-I 
AS=39.4 J. mol-I. K- I 

AH=4440 J. mol-I 
AS=10.5 J. mol-I. K- I 

CsH120 z (liq) 73KUS/SUU 
3-0xa-I-hexanol; 2-n-Propoxyethanol 
Heat Capacity 298.15 K, Cp=241.6J.mol- I.K- 1 

One temperature. 
Molecular Weight 104.1486 
Wiswesser Line Notation Q203 
Evaluation B 
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CSH 120 2 Oiq) 
3-0xa-l-hexanol; 2-n-Propoxyethanol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 104.1486 
Wiswesser Line Notation Q203 
Evaluation C 

78ROUIPER 

CSH 120 2 Oiq) 73KUS/SUU 
4-Methyl-3-oxa-l-pentanol; 2-Isopropoxyethanol 
Heat Capacity 298.15 K, Cp =238.8 J·mol- I. K- I 

One temperature. 
Molecular Weight 104.1486 
Wiswesser Line Notation Q20Yl&1 
Evaluation B 

CSH 120 2 Oiq) 
1,5-Pentanediol 
Heat Capacity 

35MIL 

Temperature range 100 to 298 K. Data in thesis only. 
Entropy 298.15 K, S= 321.3 J. mol-I. K- I 

Extrapolation below 90 K, 78.49 J. mol- I. K- I. 

Phase Changes 
c/liq 248.0 K, 

Molecular Weight 104.1486 
Wiswesser Line Notation Q5Q 
Evaluation C 

AH=15728 J. mol- I 

A5=63.4 J. mol-I. K- I 

CSH 120 3 (c) 70MURIBRE 
2-Hydroxymethyl-2-methyl-l,3-propanediol; Trimethylolethane 
Phase Changes 
c,IUc,I 

c,IIliq 

354 K, 

470 K, 

Molecular Weight 120.1480 
Wiswesser Line Notation QIXl&IQIQ 
Evaluation A 

AH=23174 J. mol-I 
A5=65.3 J. mol-I. K- I 

AH=5379 J. mol-I 
AS=11.3 J. mol-I. K- 1 

CSH 120 3 (c) 90SUE/MAT 
2-Hydroxymethyl-2-methyl-l ,3-propanediol; Trimethylolethane 
Heat Capacity 299.15 K, Cp =182.6J·mol- I·K- 1 

Temperature range 18 to 375 K. Unsmoothed experimental datum. 
Phase Changes 
cJIfc,I 358.2 K, 

c,I/liq 474 K. 

Mulecuhu Weight 120.1480 

Wiswesser Line Notation QIXI&IQIQ 
Evaluation A 

AH=21240 J. mol-I 
.:lS=59.28 J. mol-I. K- I 

.:lH=4700 J. mol-I 
,1S=9.89 J. mol-I. K- I 

CSH I20 3 · 4H20 (c) 91LAUrrEI 
2-Hydroxymethyl-2-methy I-I ,3-propanediol tetrahydrate; 
Trimethylolethane tetrahydrate 
Phase Changes 
c/liq 302.95 K. ~H=35559 J. mol-I 

Molecular Weight 192.2088 
Wiswesser Line Notation QIX1&IQIQ &QH 4 
Evalualiull B 

CSH 120 4 (c) SOHOSINAG 
2,2-Bis(hydroxymethyl)-1 ,3-dihydroxypropane; Pentaerythritol 
Phase Changes 
c,II1c,I 

c,IIliq 

457 K, 

529 K, 

Molecular Weight 136.1474 
Wiswesser Line Notation QIXIQIQIQ 
Evaluation B 

AH=35146 J. mol- 1 

AS=76.9 J·mol- I. K- I 

AH=5439 J. mol- I 

AS=1O.28 J·mol- I . K- I 

CSH 120 4 (c) 50NIT/SEK 
2,2-Bis(hydroxymethyl)-1,3-dihydroxypropane; Pentaerythritol 
Heat Capacity 373.2 K, Cp =254.4 J. mol-I. K- I 

Temperature range 373 to 567 K. 
Phase Changes 
c,II1c,I 

c,IIliq 

460.4 K, 

538.7 K, 

Molecular Weight 136.1474 
Wiswesser Line Notation QIXIQIQIQ 
Evaluation B 

AH=43930 J. mol-I 
AS=95.4 J. mol-I. K-1 

AH=7110 J. mol- I 

AS= 13.2 J. mol-I. K- I 

CSH 120 4 (c) 59WES 
2,2-Bis(hydroxymethyl)-1 ,3-dihydroxypropane; Pentaerythritol 
Heat Capacity 298.15 K, Cp =190.41 J·mol- I·K- 1 

Based on data 10 to 350 K, to be reported elsewhere. 
Entropy 298.15 K, 5=198.07 J·mol- I·K- I 

Molecular Weight 136.1474 
Wiswesser Line Notation QIXIQIQIQ 
Evaluation B 

CSH 120 4 (c) 70MURIBRE 
2,2-Bis(hydroxymethyl)-1,3-dihydroxypropane; Pentaerythritol 
Phase Changes 
c,II1c,I 

c,IIliq 

455 K, 

531 K, 

Molecular Weight 136.1474 

Wiswesser Line.Notation QIXIQIQIQ 
Evaluation A 

AH=41014 J. mol-I 
A5=90.0 J. mol-I. K- I 

AH=5070 J. mol-I 
AS=9.6 J. mol-I. K- 1 

CsH 120" (c) 89ZHAlYAN 
2,2-Bis(hydroxymethyl)-1,3-dihydroxypropane; Pentaerythritol 
Heat Capacity 298.98 K. r:'1'=IRR40J.mol- 1.K-l 

Temperature range 277 to 510 K. 
Phase Changes 
c,II1c,l 461.60 K, 

Molecular Weight 136.1474 
Wiswesser Line Notation QIXIQIQIQ 
Evaluation A 

AH=41380 J. mol-I 
AS=89.64 J. mol-I. K- 1 

CSH1204 (c) 90BARIDEL 
2,2-B is(hydroxymethy 1)-1 ,3-dihydroxypropane; Penta erythritol 
Phase Changes 
c,IIic,I 

d/liq 

458.3 K, 

513.2 K, 

Moleculal Weight 136.1474 

Wiswesser Line Notation QIXIQIQIQ 
Evaluation A 

LlH=40~00 J. mol-I 
AS=88.4 J. mol-I. K- I 

AH=4600 J. mol-I 
AS=9.0 J. mol-I. K- I 
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CsH120s (c) 90BARlDEL 
Adonitol; 1,2,3,4,5-Pentahydroxypentane; 1,2,3,4,5-Pentanepentol; 
Ribitol 
Phase Changes 
clliq 374.7 K, 

Molecular Weight 152.1468 

LlH=37600 J. mol- I 

Ll5= 100.3 J. mol-I. K- I 

Wiswesser Line Notation QIYQYQYQIQ -AAA 
Evaluation A 

CsH120s (c) 
xylo-l,2,3,4,5-Pentanepentol; Xylitol 
Phase Changes 
clliq 365.7 K, 

Molecular Weight 152.1468 

90BARIDEL 

LlH=37400 J. mol- I 

Ll5= 102.3 J. mol-I. K- I 

Wiswesser Line Notation QIYQYQYQIQ -ABA 
Evaluation A 

CSII120s (c) 
1,2,3,4,5-Pentahydroxypentane; 
Arabinitol(D); Arabitol(D) 
Phase Changes 
c/liq 379.4 K, 

Molecular Weight 152.1468 

90BARIDEL 
1,2,3,4,5-Pentanepentol; 

AH=38900 J. mol- l 

Ll5= 102.5 J. mol-I. K- I 

Wiswesser Line Notation QIYQYQYQIQ -BAA 
Evaluation A 

CsH12S (liq) 62SCOIGOO 
3,3-Dimethyl-2-thiabutane; Methyl tert-butyl sulfide 
Heat Capacity 298.15 K, Cp =199.95J.mol- I.K- 1 

Temperature range 15 to 364 K. 
Entropy 298.15 K, 5=276.14 J. mol-I. K- I 

Phase Changes 
c/liq 190.84 K, 

Molecular Weight 104.2098 
Wiswesser Line Notation lXl&I&SI 
Evaluation A 

Cc;HnS Oiq) 
3-Thiahexane; Ethyl n-propyl sulfide 
Heat Capacity 298.15 K, 

Temperature range 11 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 156.10K, 

Molecular Weight 104.2098 
Wiswesser Line Notation 3S2 
Evaluation A 

C SH 12S (Jiq) 

2-Thiahexane; n-Butyl methyl sulfide 
Heat Capacity 298.15 K. 

Temperature range II to 370 K. 

Entropy 298.15 K. 
Phase Changes 
c/liq 175.30 K, 

Molecular Weight 104.2098 
Wiswesser Line Notation 4S I 
Evaluation A 

LlH=8414 J. mol- I 

Ll5=44.09 J. mol-I. K- I 

6 I MCCIFIN 

5=309.53 J. mol-I. K- I 

~H=10581 J. mol- I 

LlS=67.78 J. mol-I. K- I 

6 1 MCCIFIN 

5=307.48 J. mol-I. K- I 

.:lH= 12452 J. mol-I 

.H=71.03 J. mol-I. K- I 

CsH12S (gls) 74MESIFIN 
3-Methyl-l-butanethiol; Isoamyl mercaptan 
Heat Capacity 103 K, C

p
=93.72 J. mol-I. K- I 

Temperature range 10 to 103 K. 
Molecular Weight 104.2098 
Wiswesser Line Notation SH2Yl&1 
Evaluation A 

CsH12S (liq) 74MESIFIN 
3-Methyl-l-butanethiol; Isoamyl mercaptan 
Heat Capacity 298.15 K, Cp =200.33 J. mol-I. K- I 

Temperature range 12 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
clliq l39.635 K, 

Molecular Weil!ht 104.2098 
Wiswesser Line Notation SH2Yl&1 
Evaluation A 

5=298.49 J. mol-I. K- I 

LlH=7406 J. mol- 1 

Ll5=53.04 J. mol-I. K- I 

CSH12S (Jiq) 52FIN/SCO 
I-Pentanethiol; n-Amyl mercaptan 
Heat Capacity 296.21 K, Cp =201.17 J·mol-I·K- I 

Temperature range 12 to 320 K. Value is; unsmoothed eyperimentnl 

datum. 
Entropy 298.15 K, 5=310.37 J·mol-I·K- I 

Phase Changes 
clliq 197.46K, LlH=17531J· mol- I 

Ll5=88.78 J. mol-I. K- I 

Molecular Weight 104.2098 
Wiswesser Line Notation SH5 
Evaluation A 

CsH12S (liq) 62SCO/DOU 
2-Methyl-2-butanethiol; tert-Amyl mercaptan 
Heat Capacity 298.15 K, C p = 198.15 J. mol-I. K- J 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 5=290.12J·mol- I·K- 1 

Phase Changes 
c,IIIc,I 

c,IIliq 

159.1 K, 

169.3 K, 

Molecular Weight 104.2098 
Wiswesser Line Notation SHXI&1&2 
Evaluation A 

C"H1lS (liq) 
3-Methyl-2-butanethiol 
Heat Capacity 298.15 K, 

Temperature range 10 to 390 K. 

Entropy 298.15 K, 
Phase Changes 
c,IUc,I 144.47 K, 

c,I/liq 146.05 K. 

Molecular Weight 104.2098 
Wiswesser Line Notation SHYl&YI&1 
Evaluation A 

LlH=7979.3 J. mol- I 

Ll5=50.15 J. mol-I. K- J 

Lambda transition at 
about 145 K. 
LlH=608.4 J. mol-I 
Ll5=3.59 J. mol-I. K- J 

74MFS/FTN 

~H=7063 J. mol- I 

Ll5=48.89 J. mol-I. K- 1 

LlH=607.1 J. mol-I 
il5=4.16 J. mol-I. K- I 
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CSH12S4 (c,II) 43BACIPER 
Tetrakis(methylthia)methane 
Heat Capacity 307 K, 

Cp = 146.4 J. mol-I. K- I Mean value 23.2 to 45SC. Value for 
c,m at 23.2°C= 133.9 J. mol-I·K- I; c,I, between 45.5 and 
65.5°C=197.5 J. mol-I. K- 1: liquid at 65.5°C= 216.7 J. 
mol-I. K- 1• 

Phase Changes 
c,1lI/c,II 

c,II/c,I 

c,l/Iiq 

296.4 K, 

318.7 K, 

338.7 K, 

Molecular Weight 200.3898 

6.H=611O J. mol- l 

6.5=20.6J· mol-I. K- I 

6.H=761O J. mol- l 

6.S=23.9 J. mol-I. K- I 

6.H=4140 J. mol- l 

6.S=12.2 J. mol-I. K- I 

Wiswesser Line Notation ISXS1&Sl&Sl 
Evaluation C 

CSH12Si (liq) 
Vinyltrimethylsilane 
Heat Capacity 300 K, 

TClllPCli1tUI\; li;Ul!:\C 50 tv 300 K. 

Entropy 300 K, 
Phase Changes 
clliq 141.65 K, 

Molecular Weight 100.2353 

75RABILEB 

Cp = 198.3 J. mol-I. K- I 

5=313.4 J. mol-I. K- I 

6.H=7657 J. mol-I 
6.S=54.06 J. mol-I. K- I 

Wiswesser Line Notation lUl-SI-l&l&l 
Evaluation A 

CSH12Si (Iiq) 
Vinyltrimethylsilane 
Heat Capacity 300 K, 

Temperature range 10 to 300 K 
Entropy 300 K, 
Phase Changes 
c/liq 141.57 K, 

Molecular Weight 100.2353 

73LEBITSV 

S=313.4 J. mOr-l. K- I 

6.H=7657 J. mo]-I 
6.S=54.06 J. mol-I. K- I 

Wiswesser Line Notation lUI-SI-1&1&1 
Evaluation A 

CsH 12Si (Jiq) 
Vinyltrimethylsilane 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 141.57 K, 

Molecular Weight 100.2353 

81LEBILEB 

5=312.2 J. mol-I. K- I 

6.H=7660 J. mo]-I 
~S=54.0 J. mol-I. K- I 

Wiswesser Line Notation lUl-SI-l&l&l 
FVl}hllltion A 

CsH 12Si (c) 75GUS/KAR 
l.l-Dimethyl-l-silacyclobutane 
Heat Capacity 298.15 K, C p -)97.53 J mol-I leI 

Temperature range ] 0 to 300 K. Data given graphically. 
Entropy 298.15 K. 5=279,49J·mol- I·K- 1 

Phase Changes 
clliq 

liq/g 

155.52 K. 

355.91 K. 

Molecular Wpi2ht Inn')~"i~ 

.1H=6761 J. mol- l 

.15=43.51 J·mor-I·K- I 

.1H=32141 J. mol-I 

.15=90.29 J. mol-I. K- I 

Wiswesser Line Notation T4-SI-TJ A 1 Al 
Evaluation B 

(CSH12Si)n (gls) 75RABILEB 
Polyvinyltrimethylsilane 
Heat Capacity 300 K, 

Temperature range 50 to 300 K. 
Entropy 300 K, S=217.6 J. mol-I. K- I 

MolE'('lIll1r Weight 100.2353 

Wiswesser Line Notation l*lY*-SI-I&I&l/ 
Evaluation A 

(CsH12Si)n (c) 78LEBlRAB3 
Poly-l,l-dimethyl-l-silatrimethylene 
Heat Capacity 298.15 K, Cp =170.9J.mol- I .K- 1 

Temperature range 8 to 330 K. Cp(rubber like elastic state, 298.15 
K)=199.5 J/mol· K. 

Entropy 298.15 K, S=194.1 J. mol-I. K- I 

SCrubber like elastic state, 298.15 K)=217.9 J/mol· K. 
Phase Changes 

c/liq 325 K, 6.H=8490 J. mo]-I 
6.S=26.l J. mol-I. K- 1 

Molecular Weight 100.2353 
Wiswesser Line Nota.tion 1*-SI-l&1&3*1 
Evaluation A 
100% crystallinity. T(glass)==201 K. 

(CSH12Si)n (gls) 73LEBITSV 
Polyvinyltrimethylsilane 
Heat Capacity 300 K, 

Tcmperuture range 10 to 300 K. 
Entropy 300 K, 5=217.6 J. mol-I. K- I 

Molecular Weight 100.2353 
Wiswesser Line Notation l*lY*-SI-l&I&l/ 
Evaluation A 

(CSH12Si)n (c) 81LEBILEB 
Polyvinyitrimethyisilane 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, S= 189.6 J. mol-I. K- I 

Mole\.:ulal Wdght 100.2333 

Wiswesser Line Notation 1*IY*-SI-l&l&l/ 
Evaluation A 

CsH13N (liq) 
Diethylmethylamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 87.1644 
Wiswesser Line Notation 2N2& 1 
Evaluation B 

80ROUIROB 

CsH13N (liq) OlKAH 
l-Aminopentane; n-Amylamine; n-Pentylamine 
Heat Capacity C p =: 223.8 J. mol-I. K- I 

Temperature range 294.15 to 403. 15K. Heat capacity is an 
average value over the temperature range. 

Molecular Weight 87.1644 
Wiswesser Line Notation Z5 
Evaluation D 
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CsH13N (liq) 71 KONIWAD 
l-Aminopentane; n-Amylamine; n-Pentylamine 
Heat Capacity 198.15 K, C

p
=218 J. mol-I. K- I 

One temperature. 
Molecular Weight 87.1644 
Wiswesser Line Notation Z5 
Evaluation B 

CsH13NO Oiq) 81LEBIRYA 
Methylethylethanolamine 
Heat Capacity Cp = 256.8 J. mol-I. K- I 

Temperature range 298 to 343 K. Heat capacity is an average value 
over the temperature range. 

Molecular Weight 103.1638 
Wiswesser Line Notation Q2N2& 1 
Evaluation B 

CSH130 Z Oiq) 91SVO/ZAB 
2-Propoxyethanol 
Heat Capacity 298.15 K, Cp =241.78J.mol- I.K-1 

Temperature range 298 to 330 K. C:(Iiq) = 118.555 + 0.4133(TIK) 
J. mol-I. K- 1• Cp value calculated from equation. 

Molecular Weight 105.1565 
Wiswesser Line Notation Q203 
Evaluation B 

33S0UIMIL 
n-Amylammonium chloride; n-Pentylammonium chloride 
Heat Capacity 278.19K, Cp =213.38J·mol- I·K- 1 

Temperature range 20 to 280 K. Value is unsmoothed experimental 
datum. 

Entropy 
Phase Changes 
c,1II1c,II 

c,lI/c,1 

298.15 K, 

221.5 K, 

246.5 K, 

Molecular Weight 123.6253 
Wiswesser Line Notation M5 &GH 
Evaluation A 

LlH=1184 J. mol- I 

LlS=5.35 J. mol-I. K- I 

LlH=134 J. mol- I 

LlS=0.54 J. mol-I. K- I 

CSH14Cl2N202 (c) 40HUFIELL 
Ornithine dihydrochloride 
Heat Capacity 292.8 K, Cp=238.36 J. mol-I. K- I 

Temperature range 85 to 293 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=293.93J·mol- I·K- 1 

Extrapolation below 90 K, 89.16 J. mol-I. K- I. 
Molecular Weight 205.0838 
Wiswesser Line Notation Z3YZVQ &GH2 
Evaluation A(Cp)'C(S) 

CSH14N06P (c) 89MAE/ATA 
Betaine phosphate 
Heat Capacity 

Temperature range 7 to 300 K. Data given graphically over 
transition region. 

Phase Changes 
c,lII1c,Il 82.67 K 
c,II1c,I 87.11 K. 

Molecular Weight 215.1425 

LlH=34 J. mol- I 

LlS=0.40 J. mol-I. K- I 

Total for both transitions. 

Wiswesser Line Notation OVINI&l&l &QPO&QQ 
Evaluation B 

, Ch"", ,..ho..... Oof n",t", \In I ?t:: Mn 1 1 QQ~ 

CSH14N2 (liq) 
N,N -Dimethyl-l ,3-propanediamine 
Heat Capacity 295.96 K, 

Temperature range 296 to 359 K. 
Molecular Weight 102.1790 
Wiswesser Line Notation Z3Nl&1 
Evaluation B 

CSH14N2 (liq) 
N ,N-Dimethyl-l ,3-propanediamine 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 

81LEBIRYi 

82DZHlKAR 

S=323.0 J. mol-I. K- I 

. clliq 194.43 K, LlH=12385 J. mol- I 

LlS=63.70 J. mol-I. K- I 

Glass to crystal transition at 135 K shown graphically. 
Molecular Weight 102.1790 
Wiswesser Line Notation Z3Nl&1 
Evaluation A 

CSH14N2 (liq) 84LEB/GU" 
N,N-Dimethyl-l,3-propanediamine 
H{,!'It C!'IP!'Il'ity ?QR K. C

p
=?4.&71 J.mnl- I . K-

Temperature range 295 to 360 K. 
Phase Changes 
liq/g 406 K P=9.972X 104 kPa. 
Molecular Weight 102.1790 
Wiswesser Line Notation Z3Nl&1 
Evaluation B 
LlH vaporization =44100 J. mol-I, temperature range= 290 to 317 1< 

Pentyldiamine manganese tetrachloride 
Heat Capacity 

87CHHlABi 

Temperature range 10 to 300 K. Data given graphically. 
Phase Changes 
c,II1c,I 299.5 K, LlS=8.24J·mol- l . K- I 

Molecular Weight 300.9448 
Wiswesser Line Notation Z5Z &GH 2 .MN G2 
Evaluation A 
Second order transition at 210 to 327 K, with a maximum at 299.5 I< 

88CHHIAB 
Pentyldiamine manganese tetrachloride 

Heat Capacity 298.15 K, Cp =424.6J.mol- I.K- 1 

Temperature range 10 to 330 K. 
Entropy 298.15 K. S=407.6 J. mol-I. K-
Phase Ch!'lnges 

c,IIIc,I 299.6 K. 

Molecular Weight 300.9448 

LlH=2240 J. mol- I 

LlS =8.3 J. mol-I. K- 1 

Wiswesser Line Notation Z5Z &GH 2 .MN G2 
Evaluation A 

C p data is high due to c,IIIc,I transition at 210 to 327 K. 
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CsH30BizBruNs (c) 92PAW/JAK 
Methylammonium bismuth bromide; Pentakis(methylammonium) 
undecabromodibismuthate 
Heat Capacity 

Temperature range 213 to 333 K. Data given graphically. 
Molecular Weight 1457.2303 
Wiswesser Line Notation ZH&l 5 -BI- 2 E 11 
Evaluation C 

CsH30Bi2BruNs (c) 92STRJTAR 
Methylammonium bismuth bromide; Pentakis(methylammonium) 
undecabromodibismuthate 
Heat Capacity 300 K, C p =960 J. mol-I. K- I 

Temperature range 74 to 340 K. Data given graphically. C p value 
is a graphical estimate. 

Phase Changes Anom 75 K 
c,lI/c,l 309 K, 

Molecular Weight 1457.2303 

LlH==S140 J. mol-I 
LlS=17.61 J·mol-I·K- 1 

Wiswesser Line Notation ZH&1 5 -BI- 2 E 11 
Evaluation B 

C6BRFs (liq) 75PAU2 
Bromopentafluorobenzene 
Entropy 298.15 K, 
MQl~~ular Weight 21\6.9620 

Wiswesser Line Notation FR BE CF DF EF FF 
Evaluation A 

C6Rr,CJ3F9 (Iiq) 88SVONRS 
1,6-Dibtomo-2,3,5-trichlorononafluorohexane 
Heat Capacity 298.16 K, Cp =418.6 J·mol-I·K- 1 

Temperature range 298.15 to 318.15 K. Cp (J·mol- I . 

K- I) =335.6+0.278 (TIK) (298-318 K). 
Molecular Weight 509.2186 
Wiswesser Line Notation FXFEXGFXGFXFFXGFXFFE 
Evaluation A 

C6CIFs (liq) 

Pentafluorochlorobenzene 
Heat Capacity 298.15 K, 

Temperature range 12 to 395 K. 
Entropy 298.15 K, 
Phase Changes 

68ANDICOU2 

c,III/c,I1 191 K, b.H;;;3636 J. mol-I 

LlS=19.04 J·mol-I·K-1 

Entropy change reported U3 17.91 J-mol- 1·K-! from integmtion 

of excess heat capacity. Value given assumes isothermal transition. 
c,I1Ie,! 245 K, b.H ==983 J. mol- I 

LlS=4.01 J·mo!-I·K- I 

c,I/liq 257.49 K, LlH==8355 J'mol- I 

,:1S=32.45 J·mo\-I·K- 1 

Molecular Weight 202.5110 
Wiswesser Line Notation GR BF CF DF EF FF 
Evaluation A 

C6C1Fs (Jiq) 
Pentafluorochlorobenzene 
Heat Capacity 298. J 5 K, 

Temperature range 13 to 303 K. 
Entropy 298.15 K, 
Phase Changes 
c.IJJc.I 191.2K, 

c,Uliq 257.29 K. 

Molecular Weight 202.5110 

69PAU/GLU2 

S==303.59 J·mol- I • K- 1 

.1H= 1243 J. moI- r 

.15=6.50 J. mo/-I. K- 1 

!:J.H:::::.8397 ]·mo!-I 
/j.S=:o32.64 J. mol-I. K- 1 

Wiswesser Line Notation GR BF CF DF EF FF 
Evaluation A 

C6Cl3F3 (c) 
1,3,5-Trichloro-2,4,6-trichlorobenzene 
Heat Capacity 298.15 K, 

Temperature range 13 to 355 K, 
Entropy 298.15K, 

Phase Changes 
c/liq 334.16 K, 

69PAU/GLU 

.6.H=19849 J·mol- 1 

b.S=S9.40 ]·mol-1·K-1 

Smoothed tahle givp-s AH=4712 ~al.mol-I, 

b.S~14.12 cal·mol-I·K- I. 

Molecular Weight 235.4202 
Wiswesser Line Notation GR CG EF BF DF FF 
Evaluation B 

C6CI3F3 (c) 73ANDIMAR2 
1 ,3,S-Trichloro-2,4,6-trichlorobenzene 
Heat Capacity 298. IS K, 

Temperature range 14 to 347 K. 
Entropy 298.1S K, 
Phase Changes 
clliq 335.Q1 K, LlH=19830 J. mol- 1 

i.lS=59.19 J·mol-I·K- 1 

Anomalous heat capacity between 285 and 305 K. Enthalpy of 
transition 18.1 J. mol- 1 (excess over extrapolated heat capacities). 

MQle(.'!uhl' Weight 235.4202 

Wiswesser Line Notation GR CG EF BF DF FF 
Evaluation A 

C6CI4KOz (c,I) 
p-Chloranil potassium 
Heat Capacity 300 K, 

Temperature range 14 to 331 K. 
Entropy 300 K, 
Phase Changes 
c,Wc,I 260.01 K, 

77KOSISOR 

LlH=2796 J. mol- 1 

b.S=11.06 J·mol-1·K- 1 

LlS obtained by summation of experimental C prr data. 
Molecular Weight 284.9751 
Wiswesser Line Notation L6V DVJ BG CG EG FG .KA 
Evaluation A 

C6Cl40 z (c,l) 
Chlorani1; Tetrachloro-p-benzoquinone 
Heat Capacity 298.15 K, 

Temperature range 11 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c.IJJc.J 92 K. 

Lambda transition, 70 to 100 K. 
Molecular Weight 245.8768 

73CHIJMAS 

Al-1='>.R 1.mI)1- 1 

tlS==OA J. mol-I. K- 1 

Wiswesser Line Notation L6V DVJ BG CG EG FG 
Evaluation A 

28ANDIHAW 
Hexachlorobenzene; Perchlorobenzene 
Heat Capacity 299.8 K, Cp ==257.7 J. mol-I·K-! 

Temperature range 101 to 336 K. Value is unsmoothed 
experimental datum . 

Molecular Weight 284.7840 
Wiswesser Line Notation GR BG CG DG EG FG 
Evaluation C 
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C6Cl6 (c) 58HILIKRA 
Hexachlorobenzene; Perchlorobenzene 
Heat Capacity 298.15 K, Cp ==201.29 J·mol-I·K- I 

Temperature range 15 to 300 K. 
Entropy 298.15 K: S = 260.24 J. mol -I . K- I 

Molecular Weight 284.7840 
Wiswesser Line Notation GR BG CG DG EG FG 
Evaluation A 

C6Cl6 (c) 
Bexachlorobenzene; Perchlorobenzene 
Phase Changes 

91SAB/AN2 

clIiq 502.02 K, AH=25180 J. mol- 1 

AS==50.2 J ·mol- I. K- 1 

Molecular Weight 284.7840 
Wiswesser Line Notation GR BG CG DG EG FG 
Evaluation 

Hexachlorobenzene; Perchlorobenzene 
Phase Changes 

92SABlELW3 

c/Iiq 501.87 K, AH=24960 J. mol-I 
Molecular Weight 284.7840 
Wiswesser Line Notation GR BG CG DG EG FG 
Evaluation A 

C6D6 (Uq) 
Benzene-d6 

42ZIE/AND 

Heat Capacity 298.5K, Cp =149.4J.mol- I.K-1 

Temperature range 100 to 320 K. Value is unsmoothed 
experimental datum. 

Phase Changes 
c/liq 279.85 K, 

Molecular Weight 84.1506 

AH=9791 J·mol- I 

AS=34.99 J. mol-I. K- I 

Wiswesser Line Notation R&lA-FIH-2 6 
Evaluation B 

C6D6 (liq) 62RABINIK 
Benzene-d6 
Heat Capacity 298 K, Cp ::=152.46J.mol- I .K- 1 

Temperature range 10 to 35 CC. 
Molecular Weight 84.1506 
Wiswesser Line Notation R &IA-FIH-2 6 
Evaluation B 

C6D12 (liq) 66NIKIRAB 
CycIohexane-d 12 

Heat Capacity 298 K, C p = 183.84 J. mol-I. K- I 

Temperature range 10 to 50°C. 
Molecular Weight 96.2556 
Wiswesser Line Notation L6TJ &1A-F/H-2 12 
Evaluation B 

C6D12 Oiq) 
Cyclohexane-dl2 

Heat Capacity 298.15 K, 
Temperature range 120 to 323.15 K. 

Entropy 298.15 K, 
Phase Changes 
c,IIIc,! 186.0 K. 

c,I/liq 277.2 K, 

Molecular Weight 96.2556 

80MRNNAl 

AH=6810 J. mol- 1 

.dS=36.61 }·mol- I·K-1 

6.H=2620 J·mo\-I 
.dS=9.452 ]·mol-I·K- ' 

Wiswesser Line Notation L6TJ &lA-FIH-2 12 
Evaluation A 

C6D17BeF4N306 (c) 79LOIlOSl 
Triglycine fluoroberyllate, deuterated 
Heat t:apacity 3UU 1\., C p=447.4 J.mol I'K I 

Temperature range 294 to 340 K. Cp =0.326 cal·g- I ·K- I• 92~ 
deuterated. 

Phase Changes 
c,IIIc,I 

No temperature given. 
Molecular Weight 324.2166 

6.H=1153 ]·mo!-I 

Wiswesser Line Notation ZlVQ 3 &H2 .BE F4 &1/H.-2 2 
&2/H-2 2 &41H-2 1 &91H-2 2 

Evaluation B 

C6D 17BeF .. N;)06 (r) R1LOTIKO 
TrigJycine ftuoroberyllate. deuterated 
Heat Capacity 308 K, Cp =448 ]·mol-I·K- t 

One temperature. C/35 "C)=0.33 cal· g-J. "C-'. 
Molecular Weight 324.2166 
Wiswesser Line Notation ZIVQ 3 &H2 .BE F4 &1/H-2 2 
&21H-2 2 &41H-2 1 &9/H-2 2 
Evaluation B 

70% deuterated. 

C6D17BeF4N306 (c) 81LOIlKOS 
Triglycine ftuoroberyllate, deuterated 
Heat Capacity 298 K, Cp =430 J·mol-I·K- 1 

Temperature range 294 to 375 K. C p given at "room temperature 
as 0.317 cal· K- t • g-I. Data given graphically. 

Phase Changes 
c,IIIc,I 345 K, 

Ferroelectric transition. 
Molecular Weight 324.2166 

6.H='813 J·mol- t 

AS=2.36 J·mor'·K- 1 

Wiswesser Line Notation ZlVQ 3 &H2 .BE F4 &11H-2 2 

&21H-2 2 &41H-2 1 &91H-2 2 
Evaluation C 

Sample is 70% deuterated. 

C6DnN301OS (c) 75CAM/GO 
Triglycine sulfate, deuterated 
Heat Capacity 300 K. Cp =390 J. mol-I. K- I 

Temperature range 100 to 400 K. Data given graphically; 
estimated from graph. 

Phase Changes 
c,lI/c,l 331.75 K, 

Molecular Weight 338.7013 

b.H=S71 J·mol- 1 

b.S=1.72 J·mo!-I·K- ' 

Wiswesser Line Notation ZlVQ 3 &WSQQ &11H-2 2 &11H-2 
2 &41H-2 1 &1l1H-2 1 &121H-2 1 

Evaluation D(Cp); B(Phase changes) 
Degree of deuteration not indicated, assumed 90%. 
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79LOIJOSB 

Triglycine sulfate. deuterated 
Heat Capacity 300 K. Cp =438 J·mol-I·K- I 

Temperature range 294 to 340 K. C p =0.309 cal· g -I. K- I. 90% 
deuterated. 

Molecular Weight 338.7013 
Wiswesser Line Notation Z1VQ 3 &WSQQ &11H-2 2 &1/H-2 

2 &41H-2 1 &1l1H-2 1 &121H-2 1 
Evaluation B 

C6Dl7N30lOS (c) 81 LOIJKOS 
Triglycine'sulfate. deuterated 
Heat Capacity 308 K. Cp =468 J·mo]-I·K- I 

One temperature. Cp(35 °C)=0.33 cal. g-I. °C-I. 
Molecular Weight 338.7013 
Wiswesser Line Notation ZlVQ 3 &WSQQ &11H-2 2 &11H-2 

2 &41H-2 1 &1l1H-2 1 &121H-2 L 
Evaluation B 

90% deuterated. 

C6F sNOz (Jiq) 
Pentafiuoronitrobenzene 
Heat Capacity 298.15 K. 

Temperature range 12 to 300 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 250.5 K, 

Molecular Weight 213.0635 

71PAU2 

6.H=1l807 J·mol- 1 

6.S=47.13 J·mo]-I·K- 1 

Wiswesser Line Notation WNR BF CF DF EF FF 
Evaluation A 

C6F6 (Jiq) 
Hexafluorobenzene; Perfluorobenzene 
Heat Capacity 298.15 K, 

Temperature range 10 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
cllig 278.25 K, 

Molecular Weight 186.0564 

65COU/GRE 

AH=1l590 J.mo\-l 

6.S=41.65 J·mol-I·K- I 

Wiswesser Line Notation FR BF CF DF EF FF 
Evaluation A 

C6F6 (Jiq) 
HCKufluorobcnzcnc; Pcrfluorobcnzcnc 

Heat Capacity 298.15 K, 
Temperature range 13 to 342 K. 

Entropy 298.15 K. 
Phase Changes 

clliq 278.30 K, 

Molecular Weight 186.0564 

70MESIFIN 

6.H= 11585 J. mo]-I 

6.5=41.63 J·mo\-I·K- 1 

Wiswesser Line Notation FR HF rF OF FF FF 
Evaluation A 

C6F6 (Jig) 

Hexal1uorobenzenc: Perftuorobcnzenc 
Heat Capacity 300 K. 

Temperature range 280 to 353 K. Data 
Molecular Weight 186.056..1-

Wiswesser Line Notation FR BF CF DF EF FF 
Evaluation B 

82GORJGRI 

J. mo\- I . K - I 

82GORJSIM 
Hexafluorobenzene; Perfluorobenzene 
Heat Capacity 298.76 K, Cp =221.3 J·mol- I. K- 1 

Temperature range 284 t() 350 K. Value is unsmoothed 
experimental datum. Cp (298.76 K) given as 1.1892 J·K-I.g- I. 

Molecular Weight 186.0564 
Wiswesser Line Notation FR BF CF DF EF FF 
Evaluation B 

CpOiq) (kJ· kg-I. K- I)= 1.l9132-1.0716X 1O-3T+3.59x 1O-6t2 

J·K-I.g- I (325 to 728 K). 

82GORlSIM2 
Hexafluorobenzene; Perfluorobenzene 
Heat Capacity 298.15 K. Cp =221.6 J·mol- 1·K-1 

Temperature range 280 to 680 K. Data calculated from the 
equation: Cp(liq) (kJ· kg-I. K- I) = 1.19132-1.0716X 1O-3T+3. 
59x 1O-&r2. 

Molecular Weight 186.0564 
Wiswesser Line Notation FR BF CF DF EF FF 
Evaluation A 

87WILILAI 
Hexafluorobenzene; Perfluorobenzene 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 186.0564 
Wiswesser Line Notation FR BF CF DF EF FF 
Evaluation B 

C6Fl4 (liq) 
n-Perfluorohexane 
Heat Capacity 273 K, 

Temperature range 233 to 273 K. 
Molecular Weight 338.0436 

74COC/NOR 

Wi~weMel- Line Notation PXPFXPPXFPXFFXFFXFFF 

Evaluation C 

C 6F14 (liq) 

n-Pert1uorohexane 
Heat Capacity 

~2CAM/REY 

C p data is given graphically only. Temperature range 4.2 to 300 K. 
Pbase Cbanges 
c,IIlc.I 103 K, 

Transition between 90 and 130 K. 
c.IJlig 185 K. 

Molecular Weight 338.0436 

6.H=967 J. mol-I 

6.S=1O.00 J. mol-I. K- I 

t..1l-6837 J'mo!-I 

~S=36.8 J. mol-I. K- I 

Wiswesser Line Notation FXFFXFFXFFXFFXFFXFFF 
Evaluation A 

C6F14 (Jiq) 83CAM/DIA 
n-Pt:riluuruht:xant: 

Heat Capacity 273 K, 

Data from 82CAMIREY. 
Molecular Weight 338.0436 
Wiswcsscr Line Notation PXFFXFFXPFXFPXFFXFFF 

Evaluation C 
C" given as 248.1 J·mo]-I·K- 1 at 273 K from Cochran, M.A. 
et aI., J. Chern. Soc. Faraday Trans. II 70, 1274 (1974). 

.1. Phv~. Chp.m. Rp.f O::.t::l Vnl .,1:\ Nn 1 1QQ~ 
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C/iF1;;N (liQ) 
Perfluorotriethylamine 
Heat Capacity 298.15 K, 

Temperature range 9 to 300 K. 
Entropy 298.15 K, 
Phase Changes 

79ZHOIKOS 

c,IIIIc,II 126.0 K, AH=-3749.7 J·mol- 1 

Glassy (G type) transition at 108.7 K. Monotropic transition at 
126.0 K with the liberation of heat. 

C,lI/e,I 146.4 K, 

Enantiotropic transition at 146.4 K. 
.;,Uliq 156.2 K, 

Molecular Weight 371.0487 
Wiswesser Line Notation FXFFXFF 3N 
Evaluation A 

C6FlSN (liq) 
Perfluorotriethylamine 
Phase Changes 
clliq 156.1 K, 

Molecular Weight 371.0487 
Wiswesser Line Notation FXFFXFF 3N 
Evaluation A 

C6HCIs (c) 
Pentachlorobenzene 
Phase Changes 
clliq 357.00 K, 

Molecular Weight 250.3389 

tJ.fi= 1564 J. IIlul- 1 

AS=1O.67 J·mol-1·K- 1 

AH=5560.1 J. mol-I 
&S-35.61 J mol-I K-l 

84GOLIKOL 

AH=4650 J·mol- 1 

AS=29.8 J. mol-I. K- 1 

91SAB/AN2 

AH=20100 J. mol-I 
AS=56.3 J. mol-I. K- I 

Wiswesser Line Notation GR BG CG DO EO 
Evaluation B 

58HILIKRA 
Pentachlorophenol; Perchlorophenol 
Heat Capacity 298.15 K, Cp =201.96J.mol- I.K- 1 

Temperature range 15 to 300 K. 
Entropy 298.15 K, S=253.17 J·mo!-I·K- I 

Molecular Weight 266.3383 
Wiswesser Line Notation QR BO CO DO EO FO 
Evaluation A 

C6HFS (liq) 
Pentafiuorobenzene 
Heat Capacity 298.15 K, 

Temperature range 12 to 324 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 225.83 K. 

Molecular Weight 168.0659 

68COUIHAL 

AH= 10853 J. mol-I 
AS=48.06 J. mol-I. K- 1 

Wiswesser Line Notation FR BF CF DF EF 
Evaluation A 

C6HFs Oiq) 
Pentaftuorobenzene 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 225.67 K. 

Molecular Weight 168.0659 

69PAUILAV 

AH=10883 J·mol- 1 

AS=48.22 J. mol-I. K- I 

Wiswesser Line Notation FR BF CF DF EF 
Evaluation A 

C6HFsO (c,I) 
Pentafluorophenol 
Heat Capacity 298.15 K, 

Temperature range 12 to 377 K. 
Entropy 298.15 K, 
J»hase Changes 
c,lI/c,l 287 K, 

c,I/liq 310.62 K, 

Molecular Weight 184.0653 

68ANDIC0U2 

AH=1134 J·mol- I 

AS=3.95 J. mo!-l. K- I 

AH=16410 J·mol- I 

LlS=:52,82 j·rnol [.K 1 

Wiswesser Line Notation QR BF CF DF EF FF 
Evaluation A 

C6HFsO (c,l) 
Pentaftuorophenol 
Heat Capacity 298.15 K, 

Temperature range 12 to 329 K. 
Entropy 298.15 K, 
Phase Chagges 
c,lI/c,r 248.15 K, 

c/liq 305.18 K, 

Molecular Weight 184.0653 

69PAUILAV. 

il.H=1485.3 J·mol- I 

il.S=5.99 J·mo!-I·K- 1 

AH=12845 J'mo!-l 
AS =42.09 J. mol-I. K- \ 

Wiswesser Line Notation QR BF CF DF EF FF 
Evaluation A 

C6H2Br4 (c) 
1,2,4,5-Tetrabromobenzene 
Phase Changes 
c,IIIc,I 306.8 K, 

{3 to 'Y transition. 

87MONIH01 

c,I11iq 453.0 K, il.H=27880 J. moI- 1 

Molecular Weight 393.6978 
Wiswesser Line Notation ER BE DE EE 
Evaluation B 

1,2,4,5-Tetrabromobenzene 
Phase -Changes 
c,lI/c,I 306.8 K, 
c,I1Iiq 453.1 K, 
Molecular Weight 393.6978 

89MONICU 

AH=335 J. mo!-I 
I1H=27880 J. mo}-l 

Wiswesser Line Notation ER BE DE EE 
Evaluation A 

C6H2C14 (c) 
1,2,3,4-Tetrachlorobenzene 
Phase Changes 
c/liq 319.68 K, 

Molecular Weight 215.8938 

9ISAB/A:-': 

il.H==16960 J·mol- I 

~S=53.1 J·mol-I·K- I 

Wiswesser Line Notation GR BR CR DR 
Evaluation B 

C6H2Cl4 (c) 
1,2,3,5· Tetrachlorobenzene 
Phase Changes 
c/liq 323.77 K, 

Molecular Weight 215.8938 

91SAB/A;-" 

2I.H:=1\B20 J·moi- l 

AS==56.6 J. mol-I. K- I 

Wiswesser Line NotQtion GR BG CG EG 

Evaluation B 
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C6H2C14 (c) 28AND/HAW 
1,2,4,5-Tetrachlorobenzene 
Heat Capacity 299.8 K, Cp =202.5 J. mol-I. K- 1 

Temperature range 101 to 336 K. Value is unsmoothed 
experimental datum, 

Mole,,"I~r Wpight ") 1 'i 8938 

Wiswesser Line Notation OR BO DO EO 
Evaluation C 

C6H2C14 (c) 
1,2,4,5-Tetrachlorobenzene 
Phase Changes 
c,II/c,1 187.5 K, 

Molecular Weight 215.8938 

82MAR 

IlH=34 J·mol- I 

6.5=0.18 J. mol-I. K- I 

Wiswesser Line Notation OR BO DO EO 
c 

C6H2Cl4 (c) 
1,2,4,5-Tctrachloroucnzcllc 

Phase Changes 
c,IUc,I 185.6 K, 

0: to f3 transition. 

87MONIHOU 

IlH=95 J·mol- I 

c,IIliq 412.9 K, 6.H=26340 J·mo!-I 
Molecular Weight 215.8938 
Wiswesser Line Notation OR BO DO EO 
Evaluation B 

C6H2Cl4 (c) 
1,2,4,5-Tetrachlorobenzene 
Phase Changes 

c,II/c,l 185.6 K, 
c,I/liq 412.8 K, 
Molecular Weight 215.8938 

89MON/CUE 

6.H=95 J. mol-I 
6.H=26340 J·mol- I 

Wiswesser Line Notation OR BO DO EO 
Evaluation A 

C 61I2CI4 (c) 

1,2.4.5-Tetrachlorobenzene 
Phase Changes 
c/liq 412.59 K, 

Molecular Weight 215.8938 

91SAB/AN2 

IlH =24940 J. mol-I 
.15-60.4 J·mo)-I·K- 1 

Wiswesser Line Notation OR BG DO EO 
Evaluation B 

C6H2F4 (Jiq) 
1,2,3,4-Tetraftuorobenzene 
Heat Capacity 298.15 K, 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 

Phase Changes 
e,IVe,1 221 K 

cJVliq 231.25 K. 

cJ/liq 233.26 K. 

Molecular Weight 150.0754 
Wiswesser Line Notation FR BF CF DF 
Evahtation A 

73AND/MAR 

~l!~4900 J'lIlU!-1 

115=22.2 j·mol-I·K"I 
.:lH=6180 J. mer 1 

J..5=26.7 j·moI-I·K- 1 

.:lH= 10930]· mol- i 

J..S=46.9 ]. mol-I. K" 

C6H2F4 (Jiq) 
1,2,3,5-Tetraftuorobenzene 
Heat Capacity 298.15 K, 

Temperature range 10 to 310 K. 
Entropy 298.15 K, 
Phose Changes 

c,Il/c,1 

c,UJiq 

224.2 K, 

226.90 K, 

Molecular Weight 150.0754 
Wiswesser Line Notation FR BF CF EF 
Evaluation A 

C6H2F4 (liq) 
1,2,4,5-Tetrafluorobenzene 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
ciliq 277.03 K, 

Molecular Weight 150.0754 
Wiswesser Line Notation FR BF DF EF 
Evaluation A 

C6H2FSN (c,I) 
Pentafiuoroaniline 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c.IUc.I ?R7.4 K, 

c,Uliq 306.75 K, 

Molecular Weight 183.0805 

73ANDIMAR 

.:iH=4300 j·mo!-I 

.:i5=19.2 J·mo!-I·K- 1 

.:iH=6360 ]·mol- I 

.:i5=28.0 J. mol-I. K- 1 

73AND/MAR 

.:iH-= 15050 j. mol-I 

.:is =54.33 ]·mol-I·K- 1 

69PAUILAV3 

C,,-230.79Jmol- 1 K-I 

L1H=3941 J.mo)-I 

6.5=13.71 J·mol-I·K- 1 

6.H= 14267 J. mol-I 
6.5=46.51 J. mol-I. K- 1 

Wiswesser Line Notation ZR BF CF DF EF FF 
Evaluation A 

C6H3Br30 (c) 87ALLIFIN 
2.4,6-Tri bromophenol 
Heat Capacity 298.15 K, Cp =172.0 j·mol-I·K- 1 

One temperature, C p given uo 0.52 J K -I g -I . 

Molecular Weight 330.8011 
Wiswesser Line Notation QR BE DE FE 
Evaluation B 

C6H 3CI3 (Jiq) 74PETITER 
1,2,4-Trichlorobenzene 
Heot Capacity 297.95 K, Cp -188 J'!Ilul- I 'K- 1 

Temperature range 297 to 454 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 131.4487 
Wiswesser Line Notation GR BG DG 

Evaluation B 

C6H3Cl3 (liq) 
1,2,4-Trichlorobcnzene 
Heat Capacity 298.15 K, 

One temperature. 
l\'lolccular Weight 181.4487 

Wiswesser Line Notation GR BO DO 
Evaluation A 

82WILIING 
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C6H3CI3 (Jiq) 86WILILAI 
1,2,4-Trich10robenzene 
Heat Capacity 298.15 K, Cp =194.90J·mol- I.K-1 

One temperature. 
Molecular Weight 181.4487 
Wiswesser Line Notation GR BG DG 
Evaluation B 

C6I13C14N (,,) 

2-Ch1oro-6-( trichloromethy1)pyridine 
87TANNE 

Heat Capacity 297.13 K, Cp =192.09J.mol- I.K- 1 

Temperature range 78 to 322 K. Value is unsmoothed experimental 
datum. Cp (c,70 to 330 K)=146.438+57.0749X-1.31699x2 

+ 16.2918x3-11.3899x4-26.7611x5+5.59976X6+21.3037X7 
(J·mol-I·K- I). 

Phase Changes 
c/liq 337.242 K. 

Molecular Weight 230.9084 

AH=20298.8 J. mol-I 
A5=60.190 J·mol-I·K- I 

Wiswesser Line Notation T6NJ BXGGG FG 
Evaluation B 

C6H3Cl4N (c) 
2-rhloro-n-Ctrichloromethyl)pyridine 
Heat Capacity 298.15 K, 

Temperature range 2 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 337.242 K, 

Molecular Weight 230.9084 

89TAN/SOR 

AH=20300 J. mol-I 
A5=60.19 J. mol-I. K- I 

Wiswesser Line Nbtation T6NJ BXGGG FG 
Evaluation A 

Cp(c)= 144.153+57.0749X -1.31699X2 + 16.2918X3-11.3899X4 

-26.7611X5+5.59976X6+21.3037X7 [X=(TIK -200)1122] 
J·K- I 

mol-I; C/liq)=261.247+2.6029Y-0.288921y2 [Y=(TI 
K-354.5)116.5} J·K-Imol- I. 

C6H3N306 (c) 80RADIRAD 
1,3,5-Trinitrobenzene 
Heat Capacity 298.15 K, Cp =214.6 J·mol-I·K- I 

Temperature range 180 to 400 K. Data given graphically; C p 

calculated from equation. Thermodynamically stable modification 
I. 

Phase Changes 
c,Vliq 398.4 K, 

Molecular Weight 213.1064 

~H=15000 J·mol- I 

~5=37.7 J. mol-I. K- I 

Wiswesser Line Notation WNR CNW ENW 
Evaluation B 

C6H3N306 (c) 80RADIRAD 
1.3.5-Trinitrobenzene 
Heat Capacity 298.15 K, Cp =222.7 J·mo1- I ·K- I 

Temperature range 180 to 380 K. Data given graphically; C p 

calculated from equation. Metastable modification II. 
Phase Changes 
c.ll/c.l 

cJlliq 

j/U K. 

380.3 K, 

Molecular Weight 213.1064 

:J.H= 19UU J. mol 
~5=5.13 J·mol- I·K- I 

..lH=14800 J·mo!-I 
:15=38.9 J. mol-I. K- I 

Wiswesser Line Notation WNR CNW ENW 
Evaluation B 

C6H3N306 (c) 
1,3,5-Trinitrobenzene 
Phase Changes 
c,I/liq 383.0 K, 

Metastable modification III. 
Molecular Weight 213.1064 

80RADIRA[ 

AH=13200 J·mol- I 

AS=34.5 J·mo!-I·K- I 

Wiswesser Line Notation WNR CNW ENW 
Evaluation B 

C6H3N301 (c) 24TAYIRll' 
Picric acid; 2,4,6-Trinitrophenol 
Heat Capacity 293 K, 

Temperature range 90 to 395 K. 
Molecular Weight 229.1056 
Wiswesser Line Notation WNR BQ CNW ENW 
Evaluation C 

C6H3N307 (c) 
Picric acid; 2,4,6-Trinitrophenol 
Phase Changes 
clliq 394.1 K, 

Molecular Weight 229.1056 

79FARISH. 

AH=17100 J. mo!-I 
A5=43.4 J·mol-I·K- I 

Wiswesser Line Notation WNR BQ CNW ENW 
Evaluation B 

C6H3N30s (c) 
Styphnic acid; 2,4,6-Trinitroresorcinol 
Phase Changes 

clliq 454.9 K, 

Molecular Weight 245.1050 

79FARISH. 

AH=33500 J. mol-I 
AS=73.6 J·mol-I·K- I 

Wiswesser Line Notation WNR BQ CNW DQ ENW 
Evaluation B 

((;6H4)n (lIq) 

Poly-p-phenylene 
Heat Capacity 300 K, 

Temperature range 10 to 600 K. 
Entropy 300 K, 
Molecular Weight 76.0976 
Wiswesser Line Notation I*R*! 
Evaluation A 

C6H4BrCl (Jiq) 
2-Chlorobromobenzene 

IlKAl:l/:::iA 

18NA 

Heat Capacity 298.15 K, Cp =176.9 J·mol-I·K-
Temperature range 198 to 374 K. Cp =0.21497+0.0002348t ca 
g -I. K- I. C p value calculated from equation. 

Phase Changes 
C/1iq 260.55 K, 

Molecular Weight 191.4546 
Wiswesser Line Notation GR BE 
Evaluation D 

t1H=12368 J·mo!-I 
AS=47.5 J. mol-I. K- I 
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C6H4BrCI (liq) 
3-Chlorobromobenzene 

18NAR 

Heat Capacity 298.15 K, Cp =181.9 J·mol-I·K- I 

Temperature range 197 to 375 K. Cp =0.221224+0.0002348t cal 
. g-I. K-1• Cp value calculated from equation. 

Phase Changes 
clliq 251.95 K, 

Molecular Weight 191.4546 
Wiswesser Line Notation GR CE 
Evaluation D 

C6H4BrCI (c) 
4-Chlorobromobenzene 
Heat Capacity 

Temperature range 194 to 336 K. 
Phase Changes 
c/liq 337.75 K, 

Molecular Weight 191.4546 
Wiswesser Line Notation GR DE 
Evaluation D 

2-Bromoiodobenzene 

aH=12288 J·mol- I 

as=48.8 J·mol-I·K- I 

18NAR 

aH=18760 J·mol- I 

as=55.5 J. mol-I. K- I 

18NAR 

Heat Capacity 298.15 K, Cp =179.9 J·mol-I·K- I 

Temperature range 195 to 373 K. Cp =0.15285+0.0001332t. Cp 

value calculated from equation. 
Phase Changes 
c/liq 275.25 K, 

Molecular Weight 282.9061 
Wiswesser Line Notation IR BE 
Evaluation D 

3-Bromoiodobenzene 

aH= 14441 J. mol-I 
as=52.5 J·mol-I·K- 1 

18NAR 

Heat Capacity 298.15 K, Cp =183.1 J·mol-I·K- I 

Temperature range 198 to 373 K. Co=0.15134+0.0001332t. Co 
value calculated from equation. 

Phase Changes 
clliq 263.85 K, 

Molecular Weight 282.9061 
Wiswesser Line Notation IR CE 
Evaluation D 

C6H4BrI (c) 
4-Bromoiodobenzene 
Heat Capacity 

Temperature range 270 to 361 K. 
Phase Changes 
c/liq 363.25 K, 

Molecular Weight 282.9061 
Wiswesser Line Notation IR DE 
Evaluation D 

aH= 12192 J. mol-I 
as=46.2 J. mol-I. K- I 

18NAR 

aH= 19614 J ·mo\-I 
as=54.0 J. mol-I. K- I 

C6H4Br2 (Jiq) 18NAR 
1,2-Dibromobenzene 
Heat Capacity 298.15 K, Cp =196.8 J·mol-I·K- I 

Temperature range 200 to 375 K. Cp=0.17994+0.0002140t. Cp 
value calculated from equation. 

Phase Changes 
clliq 274.95 K, 

Molecular Weight 235.9056 
Wiswesser Line Notation ER BE 
Evaluation D 

aH=13587 J·mol- I 

as=49.4 J·mol-I·K- I 

C6H4Br2 (Jiq) 18NAR 
1,3-Dibromobenzene 
Heat Capacity 298.15 K, Cp = 192.0 J. mol-I. K- I 

Temperature range 197 to 375 K. Cp =0.17535+0.0002140t. Cp 

value calculated from equation. 
Phase Changes 
clliq 266.25 K, aH = 14225 J. mol- I 

as=53.4 J. mol-I. K- I 

Molecular Weight 235.9056 
Wiswesser Line Notation ER CE 
Evaluation D 

C6H4Br2 (c) 18NAR 
1,4-Dibromobenzene; p-Dibromobenzene 
Heat Capacity 

Temperature range 194 to 353 K. 
Phase Changes' 
clliq 360.05 K, aH=20530 J'mol- I 

as=57.0 J·mol-I·K- 1 

Molecular Weight 235.9056 
Wiswesser Line Notation ER DE 
Evaluation D 

C6H4Br2 (c) 28ANDIHAW 
l,4-Dibromobenzene; p-Dibromobenzene 
Heat Capacity 299.8 K, Cp = 174.5 J. mol-I. K- 1 

Temperature range 101 to 336 K. Value is unsmoothed 
experimental datum. 

Molecular Weight,235.9056 . 
Wiswesser Line Notation ER DE 
Evaluation C 

50UEB/ORT 
l,4-Dibromobenzene; p-Dibromobenzene 
Heat Capacity 198.15 K, Cp =145.6 J·mol-I·K- I 

Temperature range 293 to 368 K. Equation only. 
Phase Changes 
c/liq 360 K, 

Molecular Weight 235.9056 
Wiswesser Line Notation ER DE 
Evaluation C 

aH=20040 J. mol-I 
as=55.7 J. mol-I. K- I 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 



166 E. S. DOMALSKI AND E. D. HEARING 

C6H4Br20 (liq) 
2,4-Dibromophenol 

1884WER 

Heat Capacity -313 K, Cp =260 J·mol-1·K- I 

Temperature range 18.5-73 DC, mean value for supercooled 
liquid. 

Phase Changes 
clliq 313 K, 

Molecular Weight 252.4990 
Wiswesser Line Notation QR BE DE 
Evaluation lJ 

.1H=15000 ]·mol- I 

.1S=46 J. mol-I. K- I 

C6H4Br3N (c) 87ALLIFIN 
2,4,6-Tribromoaniline 
Heat Capacity 298.15 K, Cp = 181.4 J. mol-I. K- I 

One temperature. C p given as 0.55 J. K- I . g -I. 
Molecular Weight 329.8163 
Wiswesser Line Notation ZR BE DE FE 
Evaluation B 

C6H4ClN02 (c) 81LEBIRYA 
l-Chloro-2-nitrobenzene 
Heat Capacity Cp =247.8 J. mol-I. K- I 

Temperature range 298 to 303 K. Data given over temperature 
range. 

Molecular Weight 157.5561 
Wiswesser Line Notation WNR BG 
Evaluation B 

C6H4CIN02 (c) 
4-Nitrochlorobenzene 
Heat Capacity 298 K, 

Temperature range 298 to 467 K. 
Phase Changes 
c/liq 354.6 K, 

Molecular Weight 157.5561 
Wiswesser Line Notation WNR DG 
Evaluation C 

4-Nitrochl0l0benzene 

78MARICIO 

.1H=11850 ]·mol- I 

.1S=33.4 J·mol-I·K- I 

81LEBIRYA 

Heat Capacity Cp =182.6 J·mol-I·K- I 

Temperature range 298 to 353 K. Data given over temperature 
range. 

Molecular Weight 157.5561 
Wiswesser Line Notation WNR DG 
Evaluation B 

C 6H4CIN02 (c) 
4-Nitrochlorobenzene 
Phase Changes 
clliq 358 K, 

liq/g 518 K. 

Molecular Weight 157.5561 
Wiswesser Line Notation WNR DG 
Eyaluation C 

81VORIBOR 

~H= 18030 J. mol- 1 

.:lS=69.9 J. mol-I. K- I 

..lH=36900 J·mol- I 

..1S=7l.2 J·mol-I·K- 1 

.1 Ph,,~ r.hpm Rpf o::\t::\. Vol. 25. NO.1. 1996 

C6H4Ci2 (Iiq) 18NAI 
1,2-Dichlorobenzene; o-Dichlorobenzene 
Heat Capacity 298.15 K, Cp =170.9 J·mol-I·K- 1 

Temperature range 197 to 375 K. Cp =0.27022+0.0003024t cal 
g -I. K- I. C p value calculated from equation. 

Phase Changes 
cl1iq 255.65 K, 

Molecular Weight 147.0036 
Wiswesser Line Notation GR BG 
Evaluation D 

C6H4Cl2 (liq) 
1,3-Dichlorobenzene; m-Dichlorobenzene 

tlH= 12922]· mol- 1 

LlS=50.5 J. mol-I. K- I 

18NA 

Heat Capacity 298.15 K, Cp =170.9 J·mol-I·K-

Temperature range 197 to 377 K. Cp =0.27022+0.0003024t ca 
g -1 . K -1. C p value calculated from equation. 

Phase Changes 

clliq 248.75 K, 

Molecular Weight 147.0036 
Wiswesser Line Notation GR CG 
Evaluation D 

C6H4CI2 (c) 
1,4-Dichlorobenzene; p-Dichlorobenzene 

LlH= 12590 J'mol- I 

LlS=50.6 J·mol-I·K- 1 

18NA 

Heat Capacity 298 K, Cp =147.6 ]·mol-J·K-

Temperature range 194 to 372 K. Average specific heat over t 
temperature range 2.6 to 51.6 DC is 0.2400 cal·g-I·K- I. 

Phase Changes 
clliq 326.05 K, 

Molecular Weight 147.0036 
Wiswesser Line Notation OR DG 
Evaluation D 

l,4-Dichlorobenzene; p-Dichlorobenzene 

tlH= 18144 J. mol-I 

.1S=55.6 J ·mo!-I·K- I 

28AND/HA 

Heat Capacity 299.8 K, C p = 172.0 J. mol-I. K-

Temperature range 10 1 to 336 K. Value is unsmooth 
experimental datum. 

Mole~.ular Weight. 147.0036 
Wiswesser Line Notation GR DG 
Evaluation C 

1,4-Dichlorobenzene; p-Dichlorobenzene 
50UEB/O: 

Heat Capacity 298.15 K, Cp = 142.7 J. mol-I. K" 

Temperature range 293 to 368 K, Equation only. 
Phase Changes 
c/liq 326 K, 

Molecular Weight 147.0036 
Wiswesser Line Notation GR DG 
Evaluation C 

C6H"CI2 (c) 

lA-Dichlorobenzene; p-Dichlorobenzene 
Phase Changes 
c/liq 326.15 K, 

Molecular Weight 147.0036 
Wiswesser Line Notation GR DG 
Evaluation C 

.1H= 18160 J. mol-I 
flS=55.7 J·mol-I·K 

72BOO/Hr 

tlH=18050 J·mol- I 

tlS=55.3 J·mol-I·K-
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C6H4CI2 (c,II) 75DWOIFIG 
1 A-Dichlorobenzene; p-Dichlorobenzene 
Heat Capacity 

Temperature range 18 to 322 K. Data given graphically. 
Phase Changes 
c,IIIIc,II 

c,II/c,I 

c,I/liq 

271.77 K, 

304.35 K, 

326.14 K, 

Molecular Weight 147.0036 
Wiswesser Line Notation GR DG 
Evaluation A 

See also 76DWOIFIG. 

C6H4CI2 (c,II) 

1,4-Dichlorobenzene; p-Dichlorobenzene 

6.H=1256 J·mol- I 

6.5=4.62 J. mol-I. K- I 

6.H=214.5 J. mol-I 
6.5=0.705 J. mol-I. K- I 

6.H= 18187 J. mol-I 
6.5=55.76 J. mol-I. K- I 

76DWOIFIG 

Heat Capacity 298.15 K, Cp = 147.76 J. mol-I. K- I 

Temperature range 20 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 271. 77 K, 

c,Il/c,I 304.35 K, 

c,l/liq 326.14 K, 

Molecular Weight 147.0036 
Wiswesser Line Notation GR DG 
Evaluation A 

C6H4C1z (c) 
1 A-Dichlorobenzene; p-Dichlorobenzene 

6.H= 1256 J. mol-I 
6.5=4.62 J·mol-I·K- 1 

6.H=214.5 J. mol- l 

6.5=0.705 J·mol-I·K- I 

6.H=18187 J·mol- I 

6.5=55.76 J·mol-I·K- I 

88MARlMON2 

Heat Capacity 180 K, Cp =98 J. mol-I. K- I 

Temperature range 30 to 180 K. Data given graphically, and 
estimated trom graph. 

Molecular Weight 147.0036 
Wiswesser Line Notation GR DG 
Evaluation A 

C6H4Clz (c) 
1 A-Dichlorobenzene; p-Dichlorobenzene 
Phase Changes 
c,II/c,I 304.0 K, 

Molecular Weight 147.0036 
Wiswesser LIne Notation OR DO 

Evaluation A 

C6H4C1z0 (c) 
2.3-DichlorophenoI 
Phase Changes 
c/liq 330.0 K. 

Molecular Weight 163.0030 
Wiswesser Line Notation QR BG CG 
Evaluation A 

88PETITSY 

6.H=200 J. mol- l 

6.5=0.6 J. mol-I. K- I 

82POEIFAN 

AH=21363 J·moI- 1 

.:lS=64.74 J·mol-I·K- 1 

C6H4CI20 (c) 

2A-Dichlorophenol 
Phase Changes 
clliq 323 K, 

liq/g 491 K, 

Molecular Weight 163.0030 
Wiswesser Line Notation QR BG DG 
Evaluation C 

C6H4Cl20 (c) 
2A-Dichlorophenol 
Phase Changes 
c/liq 318.0 K, 

Molecular Weight 163.0030 
Wiswesser Line Notation QR BG DG 
Evaluation A 

C6H4CI20 (c) 
2,5-Dichlorophenol 
Phase Changes 
c/liq 331.0 K, 

Molecular Weight 163.0030 
Wiswesser Line Notation QR BG EG 
Evaluation A 

C6H4CI20 (c) 
2,6-Dichlorophenol 
Phase Changes 
cfliq 340.0 K, 

Molecular Weight 163.0030 
Wiswesser Line Notation QR BG FG 
Evaluation A 

C6H4Cl20 (c) 
3,4-DichlorophenQl 
Phase Changes 
c/liq 341.0 K. 

Molecular Weight 163.0030 
Wiswesser Line Notation QR CG DG 
Evaluation A 

C6H4Cl20 (c) 

3,5-Dichlorophenol 
Phase Changes 
c/liq 341.0 K, 

Molecular Weight 163.0030 
\Yill)"eSIiCr Line Notation QR CO CO 

Evaluation A 

C6H1F2 (Jiq) 
1,2-Ditluorobenzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 114.0944 
Wiswesser Line Notation FR BF 
Evaluation B 

81VORIBOR 

6.H=2841O J·mol- I 

6.5=88.0 J·mol-'·K- 1 

6.H=36780 J. mol- l 

6.5=74.9 J·mol-I·K- I 

82POEIFAN 

6.H=20090 J·mol- I 

6.5=63.18 J. mol-I. K- I 

82POEIFAN 

6.H=22434 J. mol-I 
6.5=67.78 J·mol-I·K- I 

82POEIFAN 

6.H=22141 J·mol- l 

6.5=65.12 J. mol-I. K- I 

82POEIFAN 

6.H=20927 J·mol- I 

6.5==61.37 J. mol-I. K- ' 

82POEIFAN 

6.H=20509 J·mol- I 

6.5=60.14 J·mo\-I·K- I 

62GOOILAC 
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C6H4F2 (liq) 
1,2-Difluorobenzene 
Heat Capacity 298.15 K, 

Temperature range 14 to 357 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 226.01 K, 

Molecular Weight 114.0944 
Wiswesser Line Notation FR BF 
Evaluation A 

C6H4F2 Oiq) 
1,3-Difluorobenzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 114.0944 
Wiswesser Line Notation FR CF 

Evaluation B 

C6U,F2 (Jiq) 
1,3-Difluorobenzene 
Heat Capacity 298.15 K, 

Temperature range 11 to 355 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 186.77 K, 

c,I11iq 204.03 K, 

Molecular Weight 114.0944 
Wiswesser Line Notation FR CF 
Evaluation A 

C6H4F2 (liq) 
1,4-Difluorobenzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 114.0944 
Wiswesser Line Notation FR DF 
EYuluution B 

63SCO/MES 

ilH=11046 J·mo1- 1 

ilS=48.87 J. mol-I. K- I 

62GOOILAC 

70MESIFIN 

S=223.84 J. mol-I. K- I 

ilH=827.05 J. mol- I 

ilS=4.428 J. mol-I. K- I 

ilH=8581.0 J. mo\-I 
ilS=42.06 J. mol-I. K- 1 

62GOOILAC 

C6H4F2 (liq) 91LIC 
lA-Ditluorobenzene 
Heat Capacity 298.15 K, Cp =159.1 J·mol-I·K- I 

Temperature range 186 to 324 K. Cp(iiq) = 155.192+0.158T(°C) J 
. mol-I. K- I (-35 to 51 cC). Cp value calculated from equation. 

Phase Changes 
c,II1c,I 198 K, LlH=O.OO J·mol- I 

Allotropic transformation. 
c,I1liq 249.45 K 
Molecular Weight 114.0944 
Wiswesser Line Notation FR DF 
Evaluation A 

C6H"I2 (Jiq) 
1.2-Diiodobenzene 

18NAR 

Heat Capacity 298.15 K, Cp = 190.0 J. mol-I. K- I 

Temperature range 196 to 373 K. C,,=0.13574+0.0000776t. Cp 

value calculated from equation. 
Phase Changes 
c/liq 296.55 K, 

Molecular Weight 329.9066 
Wiswesser Line Notation IR BI 
Evaluation D 

AH=14079 J·mol- 1 

LlS=47.5 J. mol-I. K- I 

J. Phvs. Chern. Ref. Data. Vol. 25. No.1. 1996 

C6H412 (c) 
1,3-Diiodobenzene 
Heat Capacity 

Temperature range 196 to 306 K. 
Phase Changes 
clliq 307.35 K, 

Molecular Weight 329.9066 
Wiswesser Line Notation IR CI 
Evaluation D 

C6H412 (c) 
1,4-Diiodobenzene 
Heat Capacity 

Temperature range 198 to 400 K. 
Phase Changes 
clliq 402.15 K, 

Molecular Weight 329.9066 
Wiswesser Line Notation IR DI 
Evaluation D 

C6H412 (c) 
1,4-Diiodobenzene 

18NAF 

ilH=15943 J·mol- I 

ilS=51.9 J·mol-I·K- 1 

18NA 

ilH=22375 J·mol- I 

ilS=55.6 J·mol-I·K- 1 

50UEB/OR 

Heat Capacity 298.15 K, Cp =160.77 J·mo1-I·K~ 
Temperature range 293 to 368 K. Equation only. 

Phase Changes 
c/1iq 402 K, 

Molecular Weight 329.9066 
Wiswesser Line Notation IR DI 
Evaluation C 

ilH=22340 J·mol- I 

ilS=55.6 J·mo\-1·K- 1 

C6H4NNa03·2H20 (c) 78MARICI 
Sodium p-nitrophenoxide dihydrate 
Heat Capacity 310 K, J·mol-I·K-

Temperature range 309 to 393 K. 
Molecular Weight 197.1227 
Wiswesser Line Notation WNR DO .NA &QH 2 
Evaluation D 

C6H~N~O~ (c) 26Al\ 
1,2-Dinitrobenzene 
Heat Capacity 297.9 K, Cp = 186.2 J. mol-I. K-

Temperature range 110 to 344 K. Value is unsmooth 
experimental datum. 

Molecular Weight 168.1086 
Wiswesser Line Notation WNR BNW 
Evaluation C 

C6H4N20 4 (c) 
1,2-Dinitrobenzene 
Heat Capacity 298 K. 

Temperature range 22 to 240248C. 
Phase Changes 
c/liq 396. 1 K. 

Molecular Weight 168.1086 
Wiswesser Line Notation WNR BNW 
Evaluation C 

26AND/Ll 

LlH=22840 J·mol- I 

Ll5=58.6 J. mol-I. K-
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C6H4Nz0 4 (c) 50UEB/ORT 
1.2-Dinitrobenzene 
Heat Capacity 298.15 K. Cp =200.4 ]·mol-I·K- I 

Temperature range 293 to 368 K. Equation only. 
Molecular Weight 168.1086 
Wiswesser Line Notation WNR BNW 
Evaluation C 

C6H 4Nz0 4 (c) 
1.2-Dinitrobenzene 
Phase Changes 
clliq 390.05 K. 

Molecular Weight 168.1086 
Wiswesser Line Notation WNR BNW 
Evaluation C 

C6H4N10 4 (c) 

72BOOIHAU 

~H=22750 ]·mol-1 

~S=58.3 ]·mol-I·K- I 

26AND 
1.3-Dinitrobenzene 
Heat Capacity Cp=188.3 J·mol-I·K- I 

Temperature range 110 to 332 K. Value is unsmoothed 
297.9 K. 

experimental datum. 
Molecular Weight 168.1086 
Wiswesser Line Notation WNR CNW 
Evaluation C 

C6H4N20 4 (c) 
1,3-Dinitrobenzene 
Heat Capacity 298 K. 

Temperature range 22 to 245°C. 
Phase Changes 
clIiq 363.2 K. 

Molecular Weight 168.1086 
Wiswesser Line Notation WNR Cl'I'W 
Evaluation C 

26ANDILYN 

~H=17360 J·mol- 1 

~S=47.8 J·mol-I·K- I 

C6H4N10 4 (c) 50UEB/ORT 
1,3-Dinitrobenzene 
Heat Capacity 298.15 K. Cp =197.5 J·moI-I·K- 1 

Lemperature range 2Y:.:l to :.:loS K. equation only. 
Molecular Weight 168.1086 
Wiswesser Line Notation WNR CNW 
Evaluation C 

C6H4N20 4 (c) 
1,3-Dinitrobenzene 
Pha.'\le Changes 
C/liq 363.23 K, 

Molecular Weight l68.1086 
Wiswesser Line Notation WNR CNW 
Evaluation C 

CuH"NLO" (c) 
1,4-Dinitrobenzene 
Heat Capacity 298 K, 

Temperature range 22 to 210 0c. 
Phase Changes 
clliq 446.7 K, 

Molecular Weight 168.1086 
Wiswesser Line Notation WNR DNW 
Evaluation C 

72BOOIHAU 

~H=17350 ]·mol- I 

~S=47.8 J. mol-I. K- I 

26ANDILYN 

Cp = 192.0 J·mol- I. K- I 

~H=28120 J·mo!-I 
~S=62.9 J. mol-I. K- I 

C6H4N20 4 (c) 50UEB/ORT 
1.4-Dinitrobenzene 
Heat Capacity 298.15 K. Cp =200.0 J·mol- I·K- I 

Temperature range 293 to 368 K. Equation only. 
Molecular Weight 168.1086 
Wiswesser Line Notation WNR DNW 
Evaluation C 

C6H4N20 4 (c) 64DAV 
1,4-Dinitrobenzene 
Heat Capacity 325 K, Cp =167 J·mol-1·K-1 

Temperature range 298 to 373 K. Mean value. Temperature range 
uncertain. 

Molecular Weight 168.1086 
Wiswesser Line Notation WNR DNW 
Evaluation D 

C6H4N20 4 (c) 
1.4-Dinitrobenzene 
Phase Changes 
clliq 446.65 K, 

Molecular Weight 168.1086 
Wiswesser Line Notation WNR DNW 
Evaluation C 

C6H4N20 s (c) 
2,3-Dinitrophenol 
Phase Changes 
clliq 417.0 K. 

Molecular Weight 184.1080 

72BOOIHAU 

~H=28100 J·mol- 1 

~S=62.9 J. mol-I. K- 1 

82POEIFAN 

~H=26239 J. mol-I 
~S=62.92 J·mol-I·K- I 

Wiswesser Line Notation WNR BNW CQ 
Evaluation A 

C6H4NzOs (c) 
3,4-Dinitrophenol 
Phase Chan2es 
cl1iq 407.0 K. 

Molecular Weight 184.1080 

82POEIFAN 

~H=25376 J. mol- 1 

~S=62.35 J. mol-I. K- I 

Wiswesser Line Notation WNR BNW DQ 
Evaluation A 

f:"H .. N::O:; (r) 
2,6-Dinitrophenol 
Phase Changes 
clliq 336.0 K, 

Molecular Weight 184.1080 

82POEIFAN 

~H=19577 J·mol- I 

~S=58.26 J. mol-I. K- I 

Wiswesser Line Notation WNR BQ CNW 
Evaluation A 

C6H4N20 s (c) 

2,4-Dinitrophenol 
Phase Changes 
c/liq 388.0 K, 

Molecular Weight 184.1080 

82POEfFAN 

~H=24174 J. mol-I 
I1S=62.30 J. mol-I. K- I 

Wiswesser Line Notation WNR CNW DO 
Evaluation A 

J. Phys. Chem. Ref. Data, VOl. 25, No.1, 1996 



170 E. S. DOMALSKI AND E. D. HEARING 

C6H4N20 s (c) 
3,5-Dinitrophenol 
Phase Changes 
clliq 399.1 K 

Molecular Weight 184.1080 

82POEIFAN 

Wiswesser Line Notation WNR CNW EQ 
Evaluation A 

C6H4N20 s (c) 
2,5-Dinitrophenol 

. Phase Changes 
clliq 381.0 K, 

Molecular Weight 184.1080 

82POEIFAN 

aH=23730 J. mol- I 

as=62.28 J. mol-I. K- I 

Wiswesser Line Notation WNR CQ DNW 
Evaluation A 

24LAN 
Quinone; p-Benzoquinone 
Heat Capacity 291.2 K, Cp =129.7 J·mol-I·K- I 

Temperature range 22 to 291 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 108.0964 
Wiswesser Line Notation L6V DVJ 
Evaluation B 

C6H40 2 (c) 
Quinone; p-Benzoquinone 
Heat Capacity 298 K, 

Temperature range 22 to 160 °C. 
Phase Changes 
c/liq 386.0 K, 

Molecular Weight 108.0964 
Wiswesser Line Notation L6V DVJ 
Evaluation C 

Quinone; p-Benzoquinone 

26ANDILYN 

aH=18450 J·mol- I 

as=47.8 J. mol-I. K- I 

50UEB/ORT 

Heat Capacity 298.15 K, Cp =126.4 J·moI-I·K- I 

Temperature range 293 to 368 K. Equation only. 
Molecular Weight 108.0964 
Wiswesser Line Notation L6V DVJ 
Evaluation C 

(C6H 40 zS)n (e) nVARJJIN 

Poly(sulfonyI-l,4-phenylene) 
Heat Capacity 300 K, 141.4 J. mol-I. K- I 

Temperature range 150 to 620 Cp (c)=esp[14.03310 
-6.633458(lnT)+ 1.356265(InT)2-0.08282718(InT)3] (150 to 470 

K); CpOiq)= 179.007985+0.082375T (510 to 620 K). 
Molecular Weight 140.1564 
Wiswesser Line Notation /*WSR D*/ 
Evaluation A 

T(glass)==492.6 K. 

C!}H~Br (Iiq) 

Bromobenzene 
Heat Capacity 298 K, 

Temperature range 291 to 444 K. 
J\.folpl'lIll'1r Wpjght 1,\7 OOqc., 

Wiswesser Line Notation ER 
Evaluation D 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 

1881REI 

C6HsBr (liq) 
Bromobenzene 
Heat Capacity 293.2 K, 

25WlLIDAr 

Temperature range 20 to 80 ° C. 
Molecular Weight 157.0095 
Wiswesser Line Notation ER 
Evaluation B 

C6HsBr (Iiq) 
Bromobenzene 
Heat Capacity 231.7 K, 

Temperature range 10 1 to 
experimental datum. 

Molecular Weight 157.0095 
Wiswesser Line Notation ER 
Evaluation C 

C6HsBr (Iiq) 
Bromobenzene 
Heat Capacity 

One temperature. 
302.6 K, 

Molecular Weight 157.0095 
Wiswesser Line Notation ER 
Evaluation C 

C6HsBr (liq) 
Bromobenzene 
Heat Capacity 

One temperature. 
302.6 K, 

Molecular Weight 157.0095 
Wiswesser Line Notation ER 
Evaluation C 

Bromobenzene 
Heat Capacity 298.1 K, 

28ANDIHA' 

Cp = 127.6 J. mol-I. K-
232 K. Value is unsmooth( 

34KOLIUD 

34KOLlUDC 

37S1 

Temperature range 90 to 320 K. 
Entropy 298.1 K. S=2()7qr.mo1- I.K-1 

Extrapolation below 91 K, 55.86 J.mol-I·K- I. 
Phase' Changes 
C/liq 242.43 K, 

Molecular Weight 157.0095 
Wiswesser Line Notation ER 
Evaluation B( C p),C(S) 

C6HsBr (liq) 
Bromobenzene 
Heat Capacity 298.15 K. 

Temperature range 11 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 242.40 K, 

Molecular Weight 157.0095 
Wiswesser Line Notation ER 
Evaluation A 

aH:::::I0627 J'mol- I 

as=43.84 J·mol-I·K 

75MAS/SC 

aH== 10702 J. mol- I 

. as=44.15 J·mol-I·K 
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86RED 
Bromobenzene 
Heat Capacity 303.15 K, Cp =155.9 J.mol-I·K- 1 

Temperature range 303.15, 313.15 K. 
Molecular Weight 157.0095 
Wiswesser Liue Notation ER 
Evaluation B 

4-Bromophenol 
1884WER 

Heat Capacity -337 K, Cp =230 J. mol-I. K- I 

Temperature range 18 to 77 °C, mean value for supercooled 
liquid. 

Phase Changes 
cfliq 3367 K, 

Molecular Weight 173.0091 
Wiswesser Line Notation QR DE 
Evaluation D 

IlH=13000 J. mol- I 

IlS=39 J·mol-1·K- 1 

C6H5BrO (c) I 884WER 
4-Bromophenol 
Heat Capacity -300 K, Cp =192 J·mo!-l·K- 1 

Temperature range 13.5 to 51.5 °C, mean value. 
Molecular Weight 173.0091 
Wiswesser Line Notation QR DE 
Evaluation D 

C6H5BrO (c) 
4-Bromophenol 
Phase Changes 
clliq 336 K, 

Molecular Weight 173.0091 
Wiswesser Line Notation QR DE 
Evaluation C 

C~H!iCl (liq) 
Chlorobenzene 
Heat Capacity 298 K, 

Temperature range 294 to 425 K. 
Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation D 

C6H5Cl (Jig) 
Chlorobenzene 
Heat Capacity 293.2 K, 

TemperalLlre range 20 to 80°C. 
Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation B 

C6H~Cl (c) 

Chlorobenzene 
Heat Capacitv 216.8 K, 

1889EYK 

IlH=16573 J·mol- I 

IlS=49.3 J. mol-I. K- I 

188IREI 

25WILIDAN 

28ANDfHAW 

Temperature range 101 to 217 K. 
experimental datum. 

106.3 ]·mo]-I·K- 1 

is un smoothed 

Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation C 

37STU 
Chlorobenzene 
Heat Capacity 298.1 K, 

Temperature range 90 to 320 K. 
Entropy 298.1 K, S=197.S J·mol-1·K- 1 

Extrapolation below 91 K, 44.02 J. mol-I. K-1. 
Phase Changes 
clliq 227.89 K, 

Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation B(Cp)'C(S) 

C6H5Cl (riq) 
Chlorobenzene 
Heat Capacity 

One temperature. 
305.6 K, 

Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation C 

C6H5Cl (liq) 
Chlorobenzene 
Heat Capacity 298 K, 

Temperature range 298 to 318 K. 
Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation B 

C6HsCI Oiq) 
Chlorobenzene 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation B 

IlH=9556 J. mol-I 
IlS=41.93 J·mol-1·K-1 

39PHI 

7IDESIBHA 

77FORIBEN 

C(;HgCl (liq) 86RED 
Chlorobenzene 
Heat Capacity.. 303.15 K,. Cp = 150.6 J. mol-I. K- I 

Temperature range 303.15,313.15 K. 
Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation B 

C6H5Cl (Jiq) 88PER/AIC 
Chlorobenzene 
Heat Capacity 298.15 K, Cp =153.78J.mol- I .K- 1 

One temperature. 
Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation A 

C6HsCI (liq) 
Chlorobenzene 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 112.5585 
Wiswesser Line Notation GR 
Evaluation B 

93SHE 
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C6HsClO (liq) 
2-Chlorophenol 
Heat Capacity 283 K, 

Mean value, 0 to 20 0 C. 
Molecular Weight 128.5579 
Wiswesser Line Notation QR BG 
Evaluation C 

C6HsClO Oiq) 
2-Chlorophenol 
Phase Changes 
c/liq 283.0 K, 

Molecular Weight 128.5579 
Wiswesser Line Notation QR BG 
Evaluation A 

C6H sCIO (c) 

3-Chlorophenol 
Phase Changes 
cniq 305.8 K, 

Molecular Weight 128.5579 
Wiswesser Line Notation QR CG 
Evaluation A 

C6HsCIO (c) 
4-Chlorophenol 
Phase Changes 
c/1iq 316.0 K, 

Molecular Weight 128.5579 
Wi1iWC1i1iCI- Linc Notation QR DO 

Evaluation A 

16BRA 

82POEIFAN 

6.H=I2523 J'mol- I 

6.5=44.25 J·mol-I·K- I 

82POEIFAN 

6.H= 14905 J. mol- I 

6.5=48.74 J. mol-I. K- J 

82POEIFAN 

I.1H= 14067 J. mol- 1 

1.15=44.51 J. mol-I. K- I 

C6HsCl3Ge (c) 69NURJKOS 
Phenyltrichlorogermane 
Entropy 298.15 K, 5=339.9 J. mol-I. K- I 

Deposited in VINITI, No 540-69, 11 March 1969. 
MOlecular Weight 2::56.0::545 

Wiswesser Line Notation G-GE-GGR 
Evaluation A 

C6HsCl3Si Oiq) 
Phenyltrichlorosilane 
Heat Capacity 298.15 K, 

Temperature range 14 to 289 K. 

65GUM/KOS 

Entropy 298.15 K. 5 = 314.7 J. mol- I . K - I 

Phase Changes 
c/liq 233.4 K, 6.H=11660 J·ma]l 

ilS=49.96 J·mol-I·K- 1 

Smoothed table gives LlH=1I650 J·mol- I. 
Molecular Weight 211.5500 
Wiswesser Line Notation G-SI-GGR 
Evaluation A 

C6HsCl3Sn (c) 69NURJKOS 
Phenyltrichlorostannane 
Entropy 298.15 K, 5=347.5 J·mol-I·K I 

Deposited in VINITI. No 540-69. II March 1969. 
Molecular Weight 302.1545 
Wiswesser Line Notation G-SN -GGR 
Evaluation A 
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37ST 
Fluorobenzene 
Heat Capacity 298.1 K. 

Temperature range 90 to 320 K. 
Entropy 298.1 K. 5==195.0J·mol- I·K- I 

Extrapolation below 91 K. 42.55 J. mol- I . K- I . 
Phase Changes 
clliq 231.10 K, 

Molecular Weight 96.1039 
Wiswcsser Line Notation FR 

Evaluation 

C6HSF Oiq) 
Fluorobenzene 

B(Cp)'C(S) 

Heat Capacity 298.15 K, 
Temperature range 14 to 350 K. 

Entropy 298.15 K, 
Phase Changes 
clliq 230.94 K, 

Molecular Weight 96.1039 
Wiswesser Line Notation FR 
Evaluation A 

C,H,F (Jiq) 
Fluorobenzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 96.1039 
Wiswesser Line Notation FR 
Evaluation B 

6.H=10397 J·mol- I 

Ll5 =44.99 J. mol-I. K-

56SCO/MC 

5=205.94 J. mol-I. K-

~H= 11305 J. mol- I 

Ll5 =48.95 J. mol-I. K-

84ROU/GF 

C p = 146.29 J. mol-I. K 

C 6IIsFO (c) 91 L 

p-Fluorophenol 
Heat Capacity 298.15 K, Cp = 144.6 J. mol-I. K-

Temperature range 183 to 354 K. Cp(c)=123.C 
-0.579T+9.573X 1O-3T2+7.243XIO-5T3 (T in 0c) JOmol 
K- I (-90 to 34°C). C p value calculated from equation. 

Phase Changes 
c/liq 321.15 K 
Mnlf'('lIlar Weight 112.1011 

Wiswesser Line Notation QR DF 
Evaluation A 

Iodobenzene 
35AOY/K. 

Heat Capacity 226.1 K, Cp = 112.l J. mo/- J
• K 

Temperature range 81 to 226 K. Value is unsmoothed experimci 
datum. 

Molecular Weight 204.0 I 00 
Wiswesser Line Notation IR 
Evaluation B 

C6HsI (Jiq) 
Iodobenzene 
Heat Capacity 298.1 K, 

Temperature range 90 to 320 K. 

37S 

C,,= 158.70 J. mol-I. ~ 

Entropy 298.1 K, S=205.4J·mol- I·K-

Extrapolation below 91 K. 53.14 J·morl·K- I
. 

Phase Changes 
c/liq 241.83 K. 

Molecular Weight 204.0100 
Wisn'esser Line Notation IR 
Evaluation B(Cp)'C(S) 

M-!=9749 J. mol- l 

~S =40.31 J. mol-I. K 
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C6HsI (jiq) 
Iodobenzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 204.0l00 
Wiswesser Line Notation IR 
Evaluation B 

93SHE 

C6HSN02 (c) 89ALLIGED 
Picolinic acid 
Phase Changes 
c/Jiq 411 K, AH=30000 J'moJ- 1 

Molecular Weight 123.1110 
Wiswesser Line Notation T6NJ BVQ 
Evaluation A 

C6HsNOz (c) 89ALLIGED 
Nicotinic acid 
Phase Changes 
C/liq 510 K, AH=30000 J·mo!-I 
Molecular Weight 123.1110 
Wiswesser Line Notation T6NJ CVQ 
Evaluation A 

C6HsN02 (c) 
Nicotinic acid 
Phase Changes 
c,IVc.I 451.95 K, 
c,I/liq 509.75 K, 
Molecular Weight 123.111 0 
Wiswesser Line Notation T6NJ CVQ 
Evaluation A 

C6HsN02 (c) 
Isonicotinic acid 
Ph~"p (,hangp" 

c/liq 593 K, 
Molecular Weight 123.1110 
Wiswesser Line Notation T6NJ DVQ 
Eyaluation A 

C6HSN02 (Jiq) 
Nitrobenzene 
Heat Capacity 298 K. 

Temperature range 291 to 486 K. 
Molecular Weight 123. 1110 
Wiswesser Line Notation WNR 
Evaluation D 

C6HSN02 (jiq) 
Nitrobenzene 

Heat Capacity 380 K. 
Mean value 21 to [99 0 C. 

Molecular Weight 123.1110 
\Vi.~n'e~ser Line Notation WNR 

Evaluation 0 

C6H5NOz (Iiq) 
Nitrobenzene 
Heat Capacity 

One temperature. 
293 K. 

Molecular Weight 123.1 I 10 
\Viswesser Line Notation WNR 
Eyaluation D 

93ELM/CHA 

AH=780 J·mor· 1 

AH=26700 J·mol- 1 

89ALLIGED 

AH= 135000 J. moI- l 

1881REI 

02LOU 

07WAL 

C6HsN02 (Jiq) 24WILIDAN 
Nitrobenzene 
Heat Capacity 303 K, Cp = 177.4 J. mol-I. K- 1 

Temperature range 303 to 358 K. Equation only. 
Molecular Weight 123.1110 

Wiswesser Line Notation WNR 
Evaluation C 

C6HSN02 (Jiq) 
Nitrobenzene 
Heat Capacity 298 K, 

Temperature range 273 to 299 K. 
Molecular Weight 123.1110 
Wiswesser Line Notation WNR 
Evaluation B 

Nitrobenzene 
Heat Capacity 298.1 K, 

Temperature range 90 to 300 K. 

34PARITOD 

36PARffOD 

Cp= 186.69 J. mol-I. K- 1 

Entropy 298.1 K, S=224.3 J·mol·· I·K- 1 

Extrapolation below 90 K, 62.13 J. mo]-I . K- I. 
Phase Changes 
clliq 278.8 K, 

Molecular Weight 123.1110 
Wiswesser Line Notation WNR 
Evaluation B(Cp)'C(S) 

C6HsN02 (Jiq) 
Nitrobenzene 
Heat Capacity 293.15 K, 

Temperature range 5 to 20 0 C. 
Molecular Weight 123.1110 
Wiswesser Line Notation WNR 
Evaluation B 

C6HsN02 (liq) 
Nitrobenzene 
Heat Capacity 19"; K, 

Temperature range 5 to 20 0 C. 
Molecular Weigbt 123.1110 
Wiswesser Line Notation WNR 
Evaluation B 

C6HsN02 (Jiq) 
Nitrobenzene 

Heat Capacity 335.5 K. 
Temperature range 62 to 141 0c. 
experimental datum. 

Molecular Weight 123.1110 
Wiswesser Line Notation WNR 
Evaluation B 

C6HsNOz (Jiq) 
Nitrobenzene 
Heat Capacity 303 K. 

Onp Tf'mpl'rl1t11rp 

Phase Changes 
c/liq 278.9 K. 

Molecular Wei2ht 123.1110 
Wiswesser Line Notation WNR 
Evaluation C 

AH=12121 J·mol- I 

A5=43.48 J. mol-I. K- I 

39MAZ 

39MAZ3 

C,J=179.9 j.mol- 1 .K-1 

58 LUTIPAN 

\88.7 J'moI-I,K- 1 

is unsmoothed 

67PAC 

.lH=10815 J·mol- I 

A5=38.8 J·moI-I·K- 1 
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C6HSN02 (Iiq) 
Nitrobenzene 
Heat Capacity 293 K, 

Temperature range 293 to 373 K. 
Molecular Weight 123.1110 
Wiswesser Line Notation WNR 
Evaluation C 

C6HsN02 (liq) 
Nitrobenzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 123.1110 
Wiswesser Line Notation WNR 
Evaluation B 

C6HSN02 (Iiq) 
Nitrobenzene 
Heat Capacity 303.15 K, 

Temperature range 303.15, 313.15 K. 
Molecular Weight 123.1110 
Wiswesser Line Notation WNR 
Evaluation B 

C6HSN03 (c) 
2-Nitrophenol 
Phase Changes 
clliq 318.0 K, 

Molecular Weight 139.1104 
Wiswesser Line Notation WNR BQ 
Evaluation A 

C6HSN03 (c) 
3-Nitrophenol 
Phase Changes 
c/liq 369.95 K, 

Molecular Weight 139.1104 
Wiswesser Line Notation WNR CQ 
Evaluation C 

C6HsN03 (c) 
3-Nitrophenol 
Phase Changes 
c/liq 370.0 K, 

Molecular Weight 139.1104 
Wiswesser Line Notation WNR CQ 
Evaluation A 

C6HsN03 (c) 
3-Nitrophenol 
Phase Changes 
c,II1c.I 

c,I/Jig 

356 K, 

370 K, 

Molecular Weight 139.1104 
Wiswesser Line Notation WNR CQ 
Evaluation A 

67RASIGAN 

85LAIIROD 

86RED 

82POEIFAN 

AH=17446 j·mol- I 

AS=54.86 J. mol-I. K- 1 

72BOOIHAU 

AH=21300 j·mor- I 

AS=57.6 j·mol-I·K- 1 

82POEIFAN 

AH=19196 j·mol- I 

AS=51.88 j. mol-I. K- 1 

89WOJ/MAR 

AH= 167 j. mol-I 
AS=0.47 J·mol- I·K- I 

!lH=19960 J·mo!-I 
AS=54 J. mol-I. K- I 
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C6HsN03 (c) 
4-Nitrophenol 

41CAMlCAM 

Heat Capacity 283 K, Cp =l44 J·mol-I·K- 1 

Temperature range 273 to 293 K. Value given as C p =0.248 cal· 
g -lover temperature range 0 to 20 0 C. 

Phase Changes 
c/liq 387 K, 

Molecular Weight 139.1104 
Wi~wt:~~t:r Lint: Notatlon WNR DQ 

Evaluation C 

C6HsN03 (c) 
4-Nitrophenol 
Phase Changes 
c/liq 368.75 K, 

Molecular Weight 139.1104 
Wiswesser Line Notation WNR DQ 
Evaluation C 

C6HSN03 (c) 
4-Nitrophenol 
Phase Changes 
clliq 387.0 K, 

Molecular Weight 139.1104 
Wiswesser Line Notation WNR DQ 
Evaluation A 

C6HSN03 (c) 
4-Nitrophenol 
Phase Changes 
clliq 385.15 K, 

Molecular Weight 139.1104 
Wiswesser Line Notation WNR DQ 
Evaluation A 

C6HSN3 .. (c) 
Benzotriazole 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 119.1256 
Wiswesser Line Notation T56 BMNNJ 
Evaluation A 

C6H6 (c) 
2,4-Hexadiyne 
Heat Capacity 298.15 K, 

Temperature range 3 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c,lI/c,I 117.9 K, 

Molecular WeightllU 1.54 
Wiswesser Line Notation 2UU2UU2 
Evaluation A 

AH=24271 j·mol- I 

AS=62.7 j·mol-I·K- I 

72BOOIHAl 

AH= 19300 J. mol-I 
LlS=52.3 J. mol-I. K- I 

82POEIFA!' 

!lH= 18254 J. mol-I 
AS=47.17 J. mol-I. K- I 

86SIN/KUi\ 

AH=30118 J. mol- I 

!lS=78.2 J·mol-I·K- I 

89JIM/R0l 

82BATIMR. 

Cp =133.57 J·mo!-l 
K- I 

S=178.14 ]·mol-I·K- l 

~H=996.6 J. mol-I 
AS=8.42 J. mol-I. K- i 
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C 6H 6 (liq) 
Benzene 
Heat Capacity 298 K, 

Temperature range 292 to 364 K. 
Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluation D 

C6H6 (Jiq) 
Benzene 
Heat Capacity 298 K, 

Temperature range 24 to 50 °e. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

Benzene 

1881REI 

19DEJ 

24WILIDAN 

Heat Capacity 303 K, Cp =133.9 J·mo1- 1·K- 1 

Temperature range 303 to 333 K. Equation only. 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation e 

C6H6 (c) 
Benzene 
Heat Capacity 273 K, 

Temperature range 93 to 273 K. 

Phase Changes 
c/liq 278.64 K, 

Molecular Weight 78.1134 

Wiswesser Line Notation R 

Evaluation C 

Bt:::IJL.t:::llc 

Heat Capacity 293.2 K, 
Temperature range 20 to 60 c C. 

'Molecular Weight 78.1134 
Wiswesser Line Notation R 

Evaluation 

C6H6 Oiq) 
Benzene 

Heat Capacity 

B 

298 K. 
Temperature range - 18 to 110 0 C. 

Phase Changes 
c/Jlq 278.55 K, 

Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluatiull C 

Benzene 

25MANWAL 

.1H= 10000 J. mol-I 

.15=35.9 J·mol- i ·K- 1 

25WILIDAN" 

Cp =133.1 J·mo]-I·K- 1 

26ANDILYN 

:.1[[=9875 J·mol- I 

~S=35.5 J·mol-I·K- I 

30HUFfPAR 

Heat Capacity 300.0 K, C" = 135.1 J. mor- I. K --I 

Temperature range 93 to 300 K. Value is unsmoothed experimental 

datum. 
Entropy ~98.1 K. 5=175.3J mor-I·K- I 

Extrapolation below 90 K. 47.49 J·mol-I·K- I. 

Phase Changes 

c/liq 278.6 K, 

Molecular Weight 78.113-1-

Wiswesser Line Notation R 

Evaluation B(Cp)'C(S) 

~H=9803 J'l11ol'l 

~S=35,19 J·mol-I·K- 1 

C6H6 (liq) 
Benzene 
Heat Capacity 323.15 K. 

Temperature range 50 to 110 0 e. 
Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluation A 

C6H6 (liq) 
Benzene 
Heat Capacity 298.1 K, 

Temperature range 293 to 333 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 

Evaluation e 

Benzene 

31FIO/GIN 

32RICIWAL 

33FERIMIL 

Heat Capacity 298.15 K, C,,= 131.4 J. mol-I. K- I 

Temperature range 293 to 323 K. Data calculated from equation. 

Molecular Weight 78.1134 
Wiswesser Line Notation R 

Evaluation B 

C6H6 (Jiq) 
Benzene 
Heat Capacity 

One temperature. 

287.8 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation C 

C6H6 (liq) 
Benzene 

Heat Capacity 287.8 K, 
OnE'. tE'mpl'T:ltl1rC' 

Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluation C 

Benzene 

33KOLfUDO 

34KOLfUD02 

35AOY/KAN 

Heat Capacity 223.9 K, C,,=97.9 J·mol-I·K- I 

Temperature range 82 to 224 K. Value is un smoothed experimental 

datum. 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

Heat Capacity 90 K. 
Temperature range 4 to 93 K. 

Entropy 90 K, 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation A 

CGH<, (liCJI 
Benzene 

Heat Capacity 298.2 K, 
Temperature range 281 to 353 K. 

Molecular Weight 78. 1134 
\Viswesser Line Notation R 

Evaluation B 

37AHLfBLA 

5=45.56 j·mor-I·K') 

40BUR 

C
II
= 135.44 J. mol'-I. K- 1 
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C6~ (Jig) 
Benzene 
Heat Capacity 298.1 K, 

Temperature range 8 to 46 ° C. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation C 

C6 H6 (liq) 
Benzene 
Phase Changes 
clliq 278.65 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

Benzene 
Heat Capacity 295 K, 

One temperature. 
Phase Changes 
c/liq 278.6 K, 
Molecular Weight 78.1134 . 
Wiswesser Line Notation R 
Evaluation C 

Benzene 

41ZHD 

42ZIE/AND 

LlH=9916 J. mol- I 

LlS=35.59 J·mol-I·K- I 

48TSC 

LlH=9937 J. mol- I 

47KUR 

Heat Capacity 298 K, Cp =133.5 J·mol-1·K-1 

Temperature range 9 to 80 °C, mean Cl" five temperatures. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation D 

C6H6 Oiq) 
Benzene 
Heat Capacity 298.15 K. 

Temperature range 13 to 337 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 278.69 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation A 

C6H6 Oiq) 
Benzene 
Heat Capacity 

One temperature. 

293 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation C 

COH., (Jig) 

Benzene 
Heat Capacity 298 K, 

Temperature range 288 to 347 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

480LIlEAT 

LlH=9866.3 J. mol- I 

LlS=35.40 J. mol-I. K- I 

51SIE/CRU 

55 STAff UP 
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C6H6 (liq) 
Benzene 
Heat Capacity 303 K, 

Temperature range 303 to 353 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C 6 H6 Oiq) 
Benzene 
Heat Capacity 3 16K, 

Mean value 21 to 66 °C. 
Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluation C 

C6H 6 (liq) 
Benzene 
Heat Capacity 298 K, 

Temperature range 10 to 35 ° C. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6~ (liq) 
Benzene 
Heat 'Capacity 300 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

Benzene 
Heat Capacity 

One temperature. 
Phase Changes 

298 K, 

C/liq 278.8 K, 

Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluation C 

C6H6 (Jiq) 
Benzene 
Heat Capacity 293 K, 

Temperature range 293 to 353 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation C 

Benzene 

56DUFIEVE 

60SWIlZIE 

62RABINIK 

Cp =134.98 J. mol-I. K- I 

65FIN/GRU 

Cp = 135.30 J. mol-I. K- I 

67PAC 

LlH=8950 J. mol-I 

LlS=32.1 J·mol-I·K- I 

67RAS/GAI' 

68REC 

Heat Capacity 298 K, Cp ==135.4 J·mol-I·K- 1 

Temperature range 24 to 40°C, equation only. 

Molecular Weight 78.1134 
Wi4i;w{'s4i;pr T .inp Notation R 

Evaluation c 
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C6H6 (Jiq) 
Benzene 
Heat Capacity 

One temperature. 
298 K. 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation C 

C6H6 (Jiq) 
Benzene 
Heat Capacity 298 K, 

Temperature range 298 to 318 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

CIiH" (liq) 
Benzene 
Heat Capacity 298.15 K, 

Temperature range 298; 313 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation C 

Benzene 

69SUBIKHA 

7IDESIBHA 

71HYD/SUB 

74RAJISUB 

Heat Capacity 298.15 K, Cp =135.7 J·mol-I·K- 1 

Temperature range 298.15 to 323.15 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (liq) 
Benzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 Oiq) 
Benzene 
Heat Capacity 298.15 K. 
Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluation A 

Data from 76FOR/BEN. 

C6H6 (Jiq) 

Benzene 
lIeat Capacity 298.15 K. 

Temperature range 298 to 318 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (Jig) 

Benzene 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

76FORIBEN 

C
p

= 135.76 J. mol-I. K- 1 

76FORIBEN2 

77VES/SVO 

77WILIGRO 

C6H6 (liq) 
Benzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (liq) 
Benzene 
Phase Changes 
cniq 279.1 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation C 

C6H6 Oiq) 
Benzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluation B 

C6H6 (Jiq) 
Benzene 
Heat Capacity 

One temperature. 
293.15 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

Benzene 

78GROIWlL 

79SMI 

LlH=9300 J. mol-I 
LlS=33.3 J·mol-1·K- 1 

79VES/ZAB 

81ATAIELS 

82GOR/GRI 

Heat Capacity 300 K, C p = 136.5 J. mol - 1 • K- 1 

Temperature range 280 to 353 K. Data also given by equation. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation A 

Benzene 
I1eat Capacity 

82GOR/SIM2 

Temperature range 280 to 680 K. Data at atmospheric pressure 
given by the equation: Cp = 1.5194-1.299X 1O-3T+6.927X 10-6 

T1 kJ. kg -I . K -I. 
Molecular Weight 78.1134 

Wiswesser Line Notation R 
Evaluation A 

Benzene 
82GROIING 

Heat Capacity 298.15 K. C,,=135.7 J·mol-I·K- 1 

Temperature range 298.15 K. One temperature. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation A 

Benzene 
82TAN 

Heat Capacity 298.15 K. C,,=I35.74J.mol- 1.K- 1 

Temperatures 293.15. 298.15, 303.15 K. 
Molecular Weight 78.1 134 
Wiswesser Line Notation R 
Evaluation A 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 



178 E. S. DOMALSKI AND E. D. HEARINO 

C6H6 (lig) 
Benzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

Benzene 

82WILIFAR 

83GORISIM 

Heat Capacity 298.15 K, Cp =136.24J.mol- I.K- I 

Temperature range 283.78 to 348.47 K. C p = 1.3943-5.857 
X 1O-~+5.89X 10-6T2 kJ· kg-I. K- I. Cp value calculated from 
equation. 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (liq) 
Benzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (liq) 
Benzene 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation A 

Benzene 

850GNMUR 

Cp = 135.718 J 
·mo!-I·K- I 

85TAN 

86NAZfBAS 

Heat Capacity 322.05 K, C,,=139.9 J·mol-I·K- 1 

Temperature range 322.05, 351.15 K. p=O.1 MPa. Unsmoothed 
experimental datum given as 1.7915 kJ/kg· K. 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (Jiq) 
Benzene 
Heat Capacity 303.1S K, 

Temperature range 303.1S. 313.15 K. 
lVlolecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (Iiq) 

Benzene 
Heat Capacit)' 

One temperature. 
298.1SK, 

Molecular \-Veight 78.1134 
Wiswesser Line Notation R 
Evaluation B 
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86RED 

87GROIROU 

C6H6 (liq) 87KALIKOf 
Benzene 
Heat Capacity 293.15 K, Cp = 134.61 J. mol-I. K- 1 

Temperature range 293.15,313.15 K. 
Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (liq) 
Benzene 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (liq) 
Benzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation A 

C6H6 (liq) 
Benzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation A 

Benzene 

C p = 135.707 J 
·mol-I·K- I 

R7TAl' 

88SHIIOG, 

89LAIIROI 

9ICZ. 

Heat Capacity 298.5 K, C p '= 135.9 J. mol-I. K- 1 

One temperature. p=O.1 MPa. Cp values given for the pressur 
range 0.1 to 68.1 MPa. 

Molecular Weight 78.1134 
Wiswesser Line Notation R 
Evaluation B 

C6H6 (liq) 
Benzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 78.1334 
Wiswesser Line Notation R 
Evaluation B 

C6H6CIN (liq) 
m-Chloroaniline 
Heat Capacity 294.7 K, 

Temperature range 295, 323 K. 
Molecular Weight 127.S731 
Wiswesser Line Notation ZR CG 
Evaluation C 

93GROIROl 

6SZALIKO 
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C6H6CIN (c) 65ZALIKOC 
p-Chloroaniline 
Heat Capacity 305 K, Cp =147.3 J·mol-I·K- I 

Temperature range 292 to 323 K. Mean value. 
Molecular Weight 127.5731 
Wiswesser Line Notation ZR DG 
Evaluation C 

C6H6CI6 (c) 91 SABlAN 

y-Hexachlorocyclohexane 
Phase Changes 
c/liq 386.38 K, AH=25930 J. mol- I 

Molecular Weight 290.8314 
Wiswesser Line Notation L6TJ AG BG CG DG EG FG 
Evaluation A 

f\;H6FN Oiq) 91ur 
p-Fluoroaniline 
Heat Capacity 298.15 K, Cp =195.2 J·mol-I·K- I 

Temperature range 175 to 333 K. Cp(liq)= 192.943 +0.092T(O C) J 
. mol-I. K- 1 (-49 to 60°C). Cp value calculated from equation. 

Phase Changes 
c/liq 271.25 K 
Molecular Weight 111.1185 
Wiswesser Line Notation ZR DF 
Evaluation A 

C6H6N20 z (c) 
2-Nitl0<1l1ilillC 

26AND 

Heat Capacity 297.9 K, Cp =168.2 J·mol-I·K- I 

Temperature range 110 to 332 K. Value is un smoothed 
experimental datum. 

Molecular Weight 138.1256 

Wiswesser Line Notation ZR BNW 
Evaluation C 

C6H6N20 z (c) 
2-Nitroaniline 
Heat Capacity 298 K, 

Temperature range 22 to 150°C. 
Phase Changes 
clliq 342.5 K, 

Molecular Weight 138.1256 
Wiswesser Line Notation ZR BNW 
Evaluation C 

3-Nitroaniline 

26ANDILYN 

AH= 16110 J. mol- I 

AS=47.0 J. mol-I. K- I 

26AND 

Heat Capacity 297.9 K, Cp = 167.4 J. mol-I. K- I 

Temperature range 110 to 344 K, Value is unsmoothed 
experimental datum. 

Molecular Weight 138.1256 
Wiswesser Line Notation ZR CNW 
Evaluation C 

C6H6N20 2 (c) 

3-Nitroaniline 
Heat Capacity 298 K, 

Temperature range 22 to 210 0c. 
Phase Changes 
c/liq 385.0 K, 

Molecular Weight 138.1256 

Wiswesser Line Notation ZR CNW 
Evaluation C 

26ANDILYN 

/j.H=23680 J'mol- I 

.lS=61.5 J. mol-I. K- I 

41SAT/SOG3 
3-Nitroaniline 
Heat Capacity 323 K, Cp =186.6 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 13~.1256 
Wiswesser Line Notation ZR CNW 
Evaluation C 

Same data as 40SAT/SOG4. 

C6H6NzOz (c) 
3-Nitroaniline 
Phase Changes 
clliq 384.95 K, 

Molecular Weight 138.1256 
Wiswesser Line Notation ZR CNW 
Evaluation C 

C6H6N20 z (c) 
3-Nitroaniline 

72BOOIHAU 

AH=23600 J. mol-I 
AS=6L3 J·mol- I . K- I 

83NIS/SAK 

Heat Capacity 298.15 K, Cp =158.84J.mol- I·K- 1 

One temperature. Cp given as 1.15 J. K- I. g-I. 
Molecular Weight 138.1256 
Wiswesser Line Notation ZR CNW 
Evaluation B 

C6H6NZOZ (c) 
3-Nitroaniline 
Phase Changes 
c/liq 387 K, 
Molecular Weight 138.1256 

Wiswesser Line Notation ZR CNW 
Evaluation A 

C6H6N20 2 (c) 
4-Nitroaniline 
Heat Capacity 297.9 K, 

Temperature runge 110 to 344 

experimental datum. 
Molecular Weight 138.1256 . 
Wiswesser Line Notation ZR DNW 
Ev~lu~tion C 

C6H6N20 2 (c) 

4-Nitroaniline 
Heat Capacity 298 K, 

Temperature range 22 to 195°C. 
Phase Changes 
e/liq 420.7 K, 

Molecular Weight 138.1256 
Wiswesser Line Notation ZR DNW 
Evaluation C 

90SIN/GUP 

AH=23689 J·mol- I 

26AND 

Cp = 165.7 J. mol-I. K- I 

K. Value is unsl1100lhcu 

26ANDILYN 

All~21090 J. 11101- 1 

AS=50.1 J. mol-I. K- I 

C6H6N20 2 (c) 41SAT/SOG3 
4-Nitroaniline 
Heat Capacity 323 K, Cp =184.9 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 138.1256 
'Viswe:'lscT Line Notation ZR DNW 

Evaluation C 
Same data as 40SAT/SOG4. 
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C6H6N20 2 (c) 
4-Nitroaniline 
Phase Changes 
clliq 420.65 K, 

Molecular Weight 138.1256 
Wiswesser Line Notation ZR DNW 
Evaluation C 

4-Nitroaniline 

72BOOIHAU 

~H=21150 J·mol- J 

~S=50.3 J·mol-J·K- J 

83NIS/SAK 

Heat Capacity 298.15 K, Cp=154.2 J·mo1- J·K- J 

One temperature. C p given as 1.116 J. K - J . g - J . 
Molecular Weight 138.1256 
Wiswesser Line Notation ZR DNW 
Evaluation B 

C6H60 (c) 
Phenol; Hydroxybenzene 
Phase Changes 

1889EYK 

C!liq 312.7 K, ~H= 10581 J. mol- J 

~5=33.8 J·mol-J·K- J 

Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation C 

C6H60 (Jiq) 03MAG 
Phenol; Hydroxybenzene 
Heat Capacity 298 K, Cp =220.9 J·mol-J·K- J 

One temperature. Cp given as 0.561 cal·g-J·K- J. 
Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation D 

C6H60 (c) 33PARIHUF 
Phenol; Hydroxybenzene 
Heat Capacity 295.8 K, C p = 133.09 J. mol- J. K- J 

Temperature range 93 to 296 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=142.7 J·mo\-1·K- 1 

Extrapolation below 90 K, 49.04 J. mol-I. K- I. 
Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation B(Cp)'C(S) 

C6H60 (c) 
Phenol; Hydroxybenzene 
Heat Capacity 229.3 K, 

Temperature ran£f> 7R to )7Q K 
datum. 

Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation B 

C6H60 (c) 

Phenol' Hydroxybenzene 

Heat Capacity 293 K, 
One temperature. 

Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation C 

35 AOY/KAN 

Cp = 103.8 J. mol-I. K:-I 
Villllf' i, lln~m()()thf'rl pxpf'rimf'nt::ll 

40CAM/CAM 

J. Ptws. cnem. Ref. Data. va\. :l!:>. NO.1. 1990 

C6H60 (c) 
Phenol; Hydroxybenzene 
Phase Changes 
clliq 314.13 K, 
Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation A 

C6H60 (c) 
Phenol; Hydroxybenzene 
Heat Capacity 298.15 K, 

Temperature range 13 to 336 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 314.06 K, 

Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation A 

C6H60 (c) 
Phenol; Hydroxybenzene 
Heat Capacity 313 K, 

Temperature range 313 to 373 K. 
Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation C 

C6H60 (c) 
Phenol; Hydroxybenzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 94.1128 
Wiswesser Line Notation QR 
Evaluation B 

57MA5 

~H=12125 J'mol- J 

63ANDICOL 

~H=11514 J·mo!-J 
~5=36.66 J·mo!-l·K- 1 

67RAS/GAT\ 

75NICIWA[ 

03MAC 
1.2-Dihydroxybenzene: Pyrocatechin: Catechol 
Heat Capacity 298 K, Cp = 144.2 J. mol -\ . K -- I 

One-temperature. Cp given as 0.313 cal·g--I.K- 1. 
Molecular Weight 110.1122 
Wiswesser Line Notation QR BQ 
Evaluation D 

1.2-Dihydroxybenzene; Pyrocatechin; Catechol 
26ANL 

Heat Capacity 297.9 K, C,,=139.3 J·mo!-I·K 
Temperature range 110 to 344 K. Value is unsmoothcl 
experimental datum. 

Muh:l:ular \Ydghl 110.1122 

Wiswesser Line Notation QR BQ 
Evaluation C 

C6H60 2 (c) 26ANDILY: 
1,2-Dihydroxybenzene; Pyrocatechin; Catechol 
Heat Capacity 298 K, C,,= 132.2 J. mol-I. K --' 

Temperature range 22 to 200 DC. 
Phase Changes 
c/lig 337.5 K, 

Molecular Weight 110.1122 
Wiswesser Line Notation QR BQ 
Evaluation C 

f:.H =22760 J. mol ·-1 

f:.S=60.3 J·mol-I·K- I 
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C6H60 z (c) 41SAT/SOG3 
1,2-Dihydroxybenzene; Pyrocatechil1;Catechol 
Heat Capacity 323 K, Cp =156.9 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 110.1122 
Wiswesser Line Notation QR BQ 
Evaluation C 

Same data as 40SAT/SOG4. 

C6H60 z (c) 50UEB/ORT 
1,2-Dihydroxybenzene; Pyrocatechin; Catechol 
Heat Capacity 298.15 K, Cp =140.6 J·mol-I·K- 1 

Temperature range 293 to 368 K. Equation only. 
Molecular Weight 110.1122 
Wiswesser Line Notation QR BQ 
Evaluation C 

C6H60 z (c) 89BRIlLIC 
1,2-Dihydroxybenzene; Pyrocatechin; Catechol 
Heat Capacity 298.15 K, Cp =140.17 J·mol-I·K- 1 

Temperature range 200 to 500 K. CpCc)= 132.494+0.2808t 
+5.4046 
X 1O-4t2+2.0581 X 10-5 J·mol-I·K- 1 (tl°C). C p value calculated 
from equation, 

Phase Changes 
clliq 376.85 K, 

Molecular Weight 110.1122 
Wiswesser Line Notation QR BQ 
Evaluation B 

LlH=22000 J. mol- l 

Ll5=58 J. mol-I. K- 1 

C6H60 z (c) 03MAG 
1,3-Dihydroxybenzene; Resorcin; Resorcinol 
Heat Capacity 298 K, Cp =122.5 J·mol-I·K- 1 

One temperature. Cp given as 0.266 cal.g-I.K- I. 
Molecular Weight 110.1122 
Wiswesser Line Notation QR CQ 
Evaluation D 

C6H60 2 (c) 26AND 
1 J-Dihydroxybenzene; Resorcin; Resorcinol 
Heat Capacity 297.9 K, C p =131.4 J·mol-I·K- 1 

Temperature range 110 to 344 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 110.1122 
Wiswesser Line Notation QR CQ 
Evaluation C 

CbHbO~ (c) 26ANDILYN 

I J-Dihydroxybenzene; Resorcin; Resorcinol 
Heat Capacity 298 K, C p =131.0 J·mol-I·K- 1 

Temperature range 22 to 200 ° C. 

Phase Changes 
c/liq 382.8 K, 

Molecular Weight 110.1122 
Wiswesser Line Notation OR CO 
Evaluation C 

LlH'=21300 J. mol- 1 

~5=55.6 J. mol-I. K- 1 

41SAT/SOG3 
1 J-Dihydroxybenzene; Resorcin; Resorcinol 
Heat Capacity 323 K. Cp '=151.0 J·mol-I·K- 1 

Temperature range 0 to 100 °C. Mean value. 
Molecular Weight 110.1122 
Wiswesser Line Notation QR CQ 
Evaluation C 

Same data as 40SAT/SOG4. 

C6H60 z (c) 50UEB/ORT 
1 J-Dihydroxybenzene; Resorcin; Resorcinol 
Heat Capacity 298.15 K, Cp '=139.3 J·mol-I·K- 1 

Temperature range 293 to 368 K. Equation only. 
Molecular Weight 110.1122, 
Wiswesser Line Notation QR CQ 
Evaluation C 

C6H60 z (c) 82VlIfGAM 
1,3-Dihydroxybenzene; Resorcin; Resorcinol 
Phase Changes 
c/liq 381 K. 

Molecular Weight 110.1122 
Wh.wesser J Jne Notjltion QR r'Q 

Evaluation B 

LlH'=20500 J'mol- I 

Ll5=53.8 J·mol-I·K- 1 

C6H60 z (c) 87EBIfASK 
1,3-Dihydroxybenzene; Resorcin; Resorcinol 
Phase Changes 
c,IIIc,I 369 K, LlH = 1370 J. mol- l 

as=3.il J.mol-I.K- 1 

a-f3 phase transition. 
c,Ifliq 382.7 K. 

Fusion of f3-resorcinoL 
Molecular Weight 110.1122 
Wiswesser Line Notation QR CQ 
Evaluation A 

LlH=20890 J·mol- l 

Ll5=54.59 J·mol-I·K- 1 

89BRIILIC 
1,3-Dihydroxybenzene; Resorcin; Resorcinol 
Heat Capacity 298.15 K, Cp =135.53J.mol- I.K- 1 

Temperature range 200 to 500 K. CrCc) = 126.876+0.3316t 
+5.6228X 1O-4t2+9.5321 X 1O-6t3 J. mol-I·K- 1 (tl°C). C p value 
calculated from equation. 

Phase Changes 
c,IUc,I 

c,IIliq 

366.75 K, 

382.55 K, 

Molecular Weight llO.l122 
Wiswesser Line Notation QR CQ 
Evaluation B 

1,4-Dihydroxybenzene; Hydroquinone 

LlH=1200 J·mol- I 

Ll5=3.3 J·mol-I·K- 1 

LlH=18900 J·mol- I 

Ll5=59 J·mol-I·K- 1 

03MAG 

Heat Capacity 298 K. C p = 118.9 J·mol- I. K- 1 

One temperature. C p given as 0.258 cal· g -I. K- 1. 

Molecular Weight 110.1122 
Wiswesser Line Notation QR DQ 
Evaluation D 
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C6H60 2 (c) 24LAN 
1,4-Dihydroxybenzene; Hydroquinone 
Heat Capacity 274.3 K, Cp =130.5 J·mol-I·K- I 

Temperature range 28 to 275 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 110.1122 
Wiswesser Line Notation QR DQ 
Evaluation B 

C6H60 2 (c) 26AND 
1,4-Dihydroxybenzene; Hydroquinone 
Heat Capacity 297.9 K, Cp = 133.5 J. mol-I. K- I 

Temperature range 110 to 344 K. Value is un smoothed 
experimental datum. 

Molecular Weight 110.1122 
Wiswesser Line Notation QR DQ 
Evaluation C 

Ct;Ht;O, (c) 26ANDILYN 
1,4-Dihydroxybenzene; Hydroquinone 
Heat Capacity 298 K, Cp =139.7 J·mol-I·K- I 

Temperature range 22 to 200°C. 
Phase Changes 
clliq 445.5 K, LlH=27110 J. mol- I 

LlS=60.9 J. mol-I. K- I 

Molecular Weight 110.1122 
Wiswesser Line Notation QR DQ 
Evaluation C 

C6H60 2 (c) 41SAT/SOG3 
1,4-Dihydroxybenzene; Hydroquinone 
Heat Capacity 323 K, Cp =150.2 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 110.1122 
Wiswesser Line Notation QR DQ 
Evaluation C 

Same data as 40SAT/SOG4. 

1,4-Dihydroxybenzene; Hydroquinone 
50UEB/ORT 

Heat Capacity 298.15 K. rp= 110.4 J. mol-I. K- I 

Temperature range 293 to 368 K. Equation only. 
Molecular Weight 110.1122 
Wiswesser Line Notation QR DQ 
Evaluation C 

1.·1·· Dihydroxybenzene; Hydroquinone 

89BRIILIC 

Heat Capacity 298.15 K, Cp =131.90J.mol- J.K- J 

Temperature range 200 to 500 K. Cp(c)= 125.328+0.279It 
-1.0329X 10-3t2+ 1.5075 X 10-5t3 J. mol- J· K- J (tl°C). Cp value 
calculated from equation. 

Phase Changes 
c/liq 444.95 K. 

Molecular Weight 110.1122 
Wiswesser Line Notation QR DQ 
Evaluation B 

.1H=26500 J·mol- J 

.lS=59 J·mol-J·K- J 

.1 Ph"c:: r.hpm I=!pf n~t~ Vol ?C; No 1 1 qqf\ 

C6H6S (Jiq) 
Thiophenol; Phenyl mercaptan 
Heat Capacity 298.1 K, 

Temperature range 90 to 300 K. 

36PARlTOD 

C
p

=176.56 J. mol-I. K- J 

Entropy 298.1 K, S=220.1 J·mol-I·K- I 

Extrapolation below 90 K, 54.68 J. mol-I. K- I. 
Phase Changes 
clliq 258.2 K, 

Molecular Weight 110.1734 
Wiswesser Line Notation SHR 

Evaluation B( C p),C(S) 

C6H6S (Jiq) 
Thiophenol; Phenyl mercaptan 
Heat Capacity 298.15 K, 

Tpmpp.rlltnrp nmeP 10 tn 1RO K 

LlH=11478 J·mol- I 

LlS=44.45 J·mol-I·K- I 

56SCO/MCC2 

Entropy 298.15 K, 5=222.80 J·mol-I·K- I 

Phase Changes 
Lambda transition of about 167 J. mol-I excess enthalpy at 110 to 
135 K. 

c/liq 258.27 K, 

Molecular Weight 110.1734 
Wiswesser Line Notation ShR 
Evaluation A 

LlH=11447 J'mol- I 

Ll5=44.32 J·mol-I·K- J 

C6H7N (Iiq) 71HALIBAL 
I-Bicyclo[2.1.0]pentyl cyanide; l-Cyanobicyclo[2.1.0]pentane 
Heat Capacity 29iK, Cp =163.9 J·mol-I·K- J 

One temperature. 
Molecular Weight 93.1280 
Wiswesser Line Notation L34TJ ACN 
Evaluation C 

C6H7N (Jiq) 71HALIBAL 
3-Methylenecyclobuty 1 cyanide; l-Cyano-3-methy lenecyclobutane 
Heat Capacity 297 K, Cp=190.9 J·mol-J·K- J 

One temperature. 
Molecular Weight 93.1280 
Wiswesser Line Notation L4YTJ AUI CCN 
Evaluation C 

C6H7N (Jiq) 
2-Methylpyridine; a-Picoline 

01KAH 

Heat Capacity C p -169.2 J mo\-I K- 1 

Temperature range 294.15 to 403.15 K. Heat capacity is an 
average value over the temperature range. 

Molecular Weight 93.1280 
Wiswesser Line Notation T6NJ B 1 

Evaluation D 

C6H7N (Jig) 
2-Methylpyridine; a-Picoline 
Heat Capacity 298.15 K, 

Temperature range 12 to 370 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 206.45 K. 

Molecular Weight 93.1280 
Wiswesser Line Notation T6NJ B I 
Evaluation A 

63SCOIHUE 

LlH=9724.0 J·mol- J 

LlS=47.1O J·mol-J·K- 1 
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C6H7N (Jiq) 
3-Methylpyridine; ,B-Picoline 
Heat Capacity 298.15 K, 

Temperature range 12 to 400 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 255.01 K, 

Molecular Weight 93.1280 
Wiswesser Line Notation T6NJ C 1 
Evaluation A 

C6H7N (Jiq) 
4-Methylpyridine 
Heat Capacity 298.15 K, 

Temperature range 10 to 410 K. 
Entropy 298.15 K, 
Phase Changes 

c,II/c,I 255.010 K 
c,IIliq 276.818 K 
Molecular Weight 93.1280 
Wiswesser Line Notation T6NJ D 1 
Evaluation A 

C6H7N (liq) 
4-Methylpyridine 
Heat Capacity 298.15 K, 

Temperature range 10 to 410 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 
c,IIliq 

255.010 K, 
276.817 K, 

Mult:l:ular Wdghl 93.1280 

Wiswesser Line Notation T6NJ D 1 
Evaluation A 

C6H7N (iiq) 
4-Methylpyridine 
Heat Capacity 298.150 K, 

Temperature range 10 to 400 K. 
Entropy 298.150 K, 

Phase Changes 
c,lIlc,I 

c,I/liq 
255.00 K, 
276.818 K, 

Molecular Weight 93.1280 
Wiswesser Line Notation T6NJ D 1 
Evaluation A 

C6H7N (Jiq) 
Aniline 
Heat Capacity 298 K, 

Temperature range 290 to 465 K. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation D 

C;H7N (liQ) 

Aniline 
Heat Capacity 370 K. 

Mean \'alue 20 to 176°C. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation D 

63SCO/GOO 

llH=14180 J·mol- I 

llS=55.61 J. mol-I. K- I 

86STE/CHI 

Cp = 158.99 J. mol-I. K- 1 

87MEsrrOD 

LlH=0.083 J. mol-I 
llH= 12577 J. mol-I 
llS=45.43 J·mol-I·K- 1 

88MEsrrOD 

5=209.091 J. mol-I. K- I 

LlH=O.OO J. mol-I 
LlH = 12582.28 J. mol-I 
llS=45.45 J·mol-I·K-! 

1881REI 

02LOU 

03 FOR 
Aniline 
Heat Capacity 258 K, Cp = 87 J. mol-! . K -! 

Temperature range 251 to 265 K. Cp =O.223 cal/g·K at -15°C. 
Phase Changes 
clIiq 266.12 K, LlH=15500 J'mol- l 

Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation D 

03FOR 
Aniline 
Heat Capacity 273 K, C,,= 189 J. mol-!· K-- I 

One temperature. Cp =0.4838 caJ/g·K at 0 0C. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation S 

C6H7N (liq) 
Aniline 
Heat Capacity 298.2 K, 

Temperature range 5 to 60 °e. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B 

Aniline 

28LAN 

33FERIMIL 

Heat Capacity 298.15 K, C p = 178.S J. mol-I. K- I 

Temperature range 293 to 323 K. Data calculated from equation. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B 

Aniline 
33PARIHUF 

Heat Capacity 298.2 K, CI'=190.92J.mol- I.K- 1 

Temperature range 94 to 298 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, 5=191.6 J·mol-I·K- I 

Extrapolation below 90 K, 45.27 J. mol-I. K- l . 

Phase Changes 
c/liq 266.8 K, LlH = 10556 J. mol-I 

ll5=39.57 J·mor-I·K- I 

Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B (C p),C(S) 

C6H7N (Jiq) 
Aniline 
Heat Capacity 

One temperature. 
288 K, 

Molecular Weight 93.1280 
Wiswesser Line :'\Jotation ZR 
Evaluation C 

C6H~N (\iq\ 
Aniline 
Heat Capacity 267.3 K. 

Temperature range 40.84 K. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B 

34RADIJUL 

·UZlE/AND 

Cl'= 109.20 J. mol-I. K- I 
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C6H7N (liq) 
Aniline 
Heat Capacity 323 K, 

Temperature range 323 to 453 K. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B 

C6H7N (Iiq) 
Aniline 
Heat Capacity 

One temperature. 
293 K, 

Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B 

C6H7N (liq) 
Aniline 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 
+0.0409T (15 to 300 K). 

~ntropy 298.15 K, 

Phase Changes 
c/liq 267.13K, 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 

Evaluation A 

C6H7N (liq) 
Aniline 
Heat Capacity 298 K, 

Temperature range 298 to 318 K. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B 

C6H7N (liq) 
Aniline 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B 

C6H7N (Iiq) 
Aniline 
Heat Capacity 298 K, 

TemperMnrf" r:1nef' ?()() to i()() K 

Phase Changes 
c/liq 267 K 
Molecular Weight 93.1280 
Wiswesser Line Notation ZR 
Evaluation B 

2-Aminophenol 

50HOU/MAS 

57CRU/JOS 

62HATIHIL 

Cp =I92.05 J. mol-I. K- 1 

K. Cp(iiq, caVmol·K)=33.71 

S=lYl.jU J. moll. K I 

~H=10539 J·mol- I 

7IDESIBHA 

75NICIWAD 

87LESILIC 

89BRIILIC 

Heat Capacity 298.15 K, Cp =139.33 J·mol-I·K- I 

Temperature range 200 to 500 K. Cp(c)= 129.427+0.4186t 
-1.1879XI0-3t2+1.1367XIO-5t3 J·mol-I·K- I (tl°C). Cp value 
calculated from equation. 

Phase Changes 
c/liq 447.35 K, 

Molecular Weight 109.1274 
Wiswesser Line Notation ZR BQ 
Evaluation B 

~H=34000 J·mol- I 

115=76 J·mol-I·K- I 

.1 Ph,,~ ~hpm Rpf O:=!t:=!. Vol. 25. No.1. 1996 

89BRIILI< 
3-Arninophenol 
Heat Capacity 298.15 K, Cp =137.85 J·mol-I·K-

Temperature range 200 to 500 K. Cp(c) = 127.586+0.4029 
-2.4963x 1O-5t2+ 1.3004 X 10-5t3 J. mol- I·K- I (tl°e). Cp valul 
calculated from equation. 

Phase Changes 
cJliq 394.15 K, ~H=24700 J. mol- I 

~S=63 J·mol-I·K- I 

Molecular Weight 109.1274 
Wiswesser Line Notation ZR CQ 
Evaluation B 

C6H7NO (c) 
3-Arninophenol 
Phase Changes 
clliq 396 K, 
Molecular Weight 109.1274 

Wiswesser Line Notation ZR CQ 
Evaluation A 

90SIN/GUI 

~H=22967 J. mol- I 

C6H7NO (c) 89BRIILI( 
4-Aminophenol 
Heat Capacity 298.15 K, C p = 139.36 J. mol-I. K-

Temperature range 200 to 500 K. C p (c) = 127.665 -t- 0.4447 

-4.3675X lO-4t2+5.4576XIO-5t3J·mol- 1·K- 1 (tl°C). C p valw 
calculated from equation. 

Phase Changes 
clliq 459.45 K, 

Molecular Weight 109.1274 
Wiswesser Line Notation ZR DQ 
Evaluation B 

Benzenesulfonamide 

~H=31200 J. mol- I 

~S=68 J. mol-I. K- I 

41SAT/SOG 

Heat Capacity 323 K, Cp = 193.3 J. mol-I. K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 157.1868 
Wiswesser Line Notation ZSWR 
Evalu~tion '. C 

Same data as 40SAT/SOG3. 

(C6H7N30)n (c) 
Poly-L-histidine 
Heat Capacity 300 K, 

lemperature range 220 to 330 K. 
Molecular Weight 137.1408 
Wiswesser Line Notation I*VYl- ET5M CNJ &M*/ -L 
Evaluation B 

91RO 

(C6H7N30)n (c) 93ROLIXE 
Poly-L-histidine 
Heat Capacity 300 K, C p = 147.9 J. mol-I. K-

Temperature range 220 to 390 K. 
Molecular Weight 137.1408 
Wiswesser Line Notation /*VYl- ET5M CNJ &M*/ -L 
Evaluation B 
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(C6H7N30·HCl)n (c) 
Poly-L-histidine hydrochloride 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 173.6017 

91ROL 

Wiswesser Line Notation /*VYI- ET5M CNJ A &EH &M*/-L 
Evaluation B 

93 ROLIXEN 
Poly-L-histidine hydrochloride 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 173.6017 
Wiswesser Line Notation /*VYl- ET5M CNJ A &EH &M*/-L 
Evaluation B 

C6Hs (Jiq) 
1,3-Cyclohexadiene 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 161.0 K, 

Molecular Weight 80.1292 
Wiswesser Line Notation L6U CUTJ 
Evaluation B 

76GEIIWOL 

LlH=4204.5 J. mol-I 
LlS=26.1l J·mol-I·K- I 

C6HS (liq) 89STE/CHI3 
1,3-Cyc1ohexadiene 
Heat Capacity 298.15 K, C,,=141.3 J·mol-I·K- I 

One temperature. 
Molecular Weight 80.1292 
Wiswesser Line Notation L6U CUTJ 
Evaluation B 

C6HS Oiq) 76GEIIWOL 
1,4 -Cyclohexadiene 

Heat Capacity 298.15 K, C,,=145.94J·mol- I.K- 1 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 5=189.37 ]·mo\-I·K- I 

PhalOe Change.o;: 

c,II/c,l 

c,I/liq 

192.0 K, 

224.0 K. 

Molecular Weight 80. [292 
Wiswesser Line Notation L6C DUTJ 
Evaluation B 

~H=816 ]·mol- I 

LlS=4.25 ]·mol-I·K- I 

:::'H=5715.3 J·mol- I 

~S=25.51 J. mol-I. K- 1 

C6Hs (Jiq) 89STE/CHI3 
1 A-Cyclohexadiene 
Heat Capacity ?c)R I" K. CI'=142.2 j.mo!-I.K- I 

One temperature. 
Molecular Weight 80.1292 
Wiswesser Line Notation L6U DUTJ 
Evaluation B 

C6HsBrN (c) 61SUG 
Aniline hydrobromide 
Heat Capacity 298.75 K, Cp =159.62J.mol- I ·K- 1 

Temperature range -74 to 67°C. Value is unsmoothed 
experimental datum. 

Phase Changes 
c,IIfc,I 293 K, ~H = 1243 J. mol-I 

LlS=4.60 J. mol-I. K- 1 

Values obtained by summing excess specific heat between 
-20°C and transition temperature. 

Molecular Weight 174.0399 
Wiswesser Line Notation ZR &EH 

. Evaluation B 

C6HsBrN (c) 78KOJ 
Aniline hydro bromide 
Heat Capacity 

Temperature range 200 to 320 K. Data given graphically. 
Phase Changes 
c,IIIc,I 230-300 K. ~H= 1142 J. mol-I 

~S=3.87 J. mol-I. K- I 

Peak. at 295 K for order-disorder transition which extends over a 

70 K range (230-300 K). 
Molecular Weight 174.0399 
Wiswesser Line Notation ZR &EH 
Evaluation B 

C6HsN2 (Jiq) 
Phenylhydrazine 
Heat Capacity 299.45 K, 

Temperature range 293 to 358 K. 
Molecular Weight 108.1426 
Wiswesser Line Notation ZMR 
Evaluation B 

C 6IIgN2 (c) 

1,2-Phenylenediamine 
Heat Capacity 300 K, 

Temperaturerange 20 to 300 K. 
Entropy 300 K, 

Molecular Weight 108.1426 
Wiswesser Line. Notation ZR BZ 
Evaluation A 

C6HsN2 (c) 
1,2-Phenylenediamine 

81LEBIRYA 

73 KUN/KAR 

S-152.0l) J mo]-l K-l 

89BREILIC 

Heat Capacity 298.15 K, Cp = 150.82 J·mol- l . K- I 

Temperature range 200 to 500 K. Cp(e)= 135.620+0.5717t 
+ 1.1893X 1O-3t2+ 1.0768 X 1O-5t3 J. mol-I·K- 1 (tI°C). Cp value 
calculated from equation. 

Phase Changes 
c/liq 373.85 K, 

Molecular Weight 108.1426 
Wiswesser Line Notation ZR BZ 
Evaluatiou B 

C6HsN2 (c) 
1.3-Phenylenediamine 
Heat Capacity 300 K, 

Temperature range 20 to 300 K. 
Entropy 300 K, 
Molecular Weight 108.1426 
Wiswesser Line Notation ZR CZ 
Evaluation A 

LlH=LJIUU J.mol J 

Ll5=62 J. mol-I, K- 1 

73KUN/KAR 

J. Phys. Chern. Ref. Data. Vol. 25. NO.1. 1996 
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C6HsN2 (c) 
1,3-Phenylenediamine 
Heat Capacity 298.15 K, 

Temperature range 13 to 500 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 339.1 K, 

Molecular Weight 108.1426 
Wiswesser Line Notation ZR CZ 
Evaluation A 

C6HsN2 (Jiq) 
1,3-Phenylenediamine 
Heat Capacity 298 K, 

Temperature range 220 to 400 K. 
Phase Changes 
Cfliq 337 K 

Molecular Weight 108.1426 
Wiswesser Line Notation ZR CZ 
Evaluation B 

C6HsN2 (c) 
1,3-Phenylenediamine 

84RAB/KAR 

AH= 15570 J. mol- l 

AS=45.92 J. mol-I. K- 1 

87LESILIC 

89BRIILIC 

Heat Capacity 298.15 K. Cp =152.89J·mol- I·K- 1 

Temperature range 200 to 500 K. Cp(c)= 136.419+0.5202t 
+ 3.9721 X 10-3t2+6.2879X 10-5t3 J. mol- l ·K- I (tfOC). Cp value 
calculated from equation. 

Phase Changes 
c/liq 335.45 K, 

Molecular Weight 108.1426 
Wiswesser Line Notation ZR CZ 
Evaluation B 

C6HsN2 (c) 
1,4-Pheny lenediamine 
Heat Capacity 300 K, 

Temperature range 20 to 300 K. 
Entropy 300 K, 
Molecular Weight 108.1426 
Wiswesser Line Notation ZR DZ 
Evaluation B 

C6HsN2 (c) 
1 A-Phenylenediamine 
Heat Capacity 298.15 K. 

Temperature range 200 to 500 K. 
- 3.9651 X 10-5t2+ 1.8530X 10-5t3 J. 
calculated from equation. 

Phase Changes 
clIiq '+12.25 K. 

Molecular Weight 108.1426 
Wiswesser Line Notation ZR DZ 
Evaluation B 

C6Hxl\2 (c) 

lA-Phenylenediamine 
Phase Changes 
c/liq .+16 K. 

Temperature from graph. 
;\lolecular Weight 108.1.+26 
Wiswesser Line Notation ZR DZ 
Evaluation A 

AH=15400 J·mol- l 

AS=46 J·mol-I·K- 1 

73 KUN/KAR 

89BRIILIC 

C,,= 152.69 J. mol-I. K--:I 
139.327 +0.5240t 

. K- I (tfOC). C p value 

~H=21700 J·mo!-I 
~S=52 J·mol-'·K- ' 

90RAI/MAN 

~H=2'+900 J. mol-I 
~S=59.8 J·mol-I·K- 1 

J. Phvs. Chern. Ref. Data. Vol. 25. No.1. 1996 

C6HsN202 (c) 
1,3-Dimethyluracil 
Phase Changes 

84ZIE/ZIE 

clliq 392.5 K, AH=23100 J. mol- l 

AS=58.9 J·mol-I·K- 1 

Molecular Weight 140.1414 
Wiswesser Line Notation T6NVNVJ Al Cl 
Evaluation B 

C6HsN202 (c) 
1,3-Dimethyluracil 
Heat Capacity 298.15 K, 

One temperature, estimated. 
Phase Changes 

89IMAffAK 

c/g 298.15 K, AH=96900 J. mol- l 

AS=325.0 J·mol-I·K- 1 

Molecular Weight 140.1414 

Wiswesser Line Notation T6NVNVJ Ai Cl 
Evaluation B 

C6HsN 202 (c) 89SAKlIMA 
1,3-Dimethyluracil 
Phase Changes 
c,II!liq 39.1 K, AH=1&4.00 J.mo\-I 

Melting of the metastable phase. 
c,IIliq 398 K, AH = 14600 J. mol- I 

Melting of the stable phase. 
Molecular Weight 140.1414 
Wiswesser Line Notation T6NVNVJ Al Cl 
Evaluation A 

41SAT/SOG2 

p-Aminobenzenesulfonamide 
Heat Capacity 323 K, C p =220.9 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 172.2014 
Wiswesser Line Notation ZSWR DZ 
Evaluation C 

Same data as 40SAT/SOG3. 

(C6HSN20 9)n (c) 
Cellulose nitrate 

Heat Capacity 298.15 K, 
Temperature range 10 to 370 K. 

Entropy 298.15 K, 
l\loleeular Weight 252.1373 

85RABIKHL 

Wiswesser Line Notation tr50TJ B* CONW DONW EO* FlQI 
Evaluation B 

11.99c nitrogen content. Dinitrocellulose has a nitrogen content 01 
1111o/r. 

C6HS02 (Jiq) 71HALIBAI 
Methyl bicyclo[I.I.O]butane-l-carboxylate 
Heat Capacity 297 K, C p =I92.9 J·mol-I·K- 1 

One temperature. 
Molecular Weight 112.1280 
Wiswesser Line Notation L33TJ AVO 1 
Evaluation C 
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C6Hs02 (c) 92PAJILAT 
L ,3-CycIohexanedione 
Phase Changes 
c,II/c,1 287 K, b.H =493 J. mol-I 
Molecular Weight 112.1280 
Wiswesser Line Notation L6V CVTJ 
Evaluation B 

C6Hs02 (c) 93PILIPAR 
1 J-CycIohexanedione 
Phase Changes 
c/g' 298.15 K, b.H=89800 J. mol-I 
Molecular Weight 112.1280 
Wiswesser Line Notation L6V CVTJ 
Evaluation A 

C6Hs02 (c) 83DEWIDEK 
l,4-CycIohexanedione 
Heat Capacity 300 K, Cp =161.4 J·mol-1·K- 1 

Temperature range 90 to 310 K. Linearly extrapolated. 
Phase Changes 
c,IlIlc,II 319.89 K 
c,II/C,! 336.73 K 
c,I11iq 351.6 K, b.H=II325 J·mol- 1 

Molecular Weight 112.1280 
Wiswesser Line Notation L6V DVTJ 
Evaluation B(C p), A(Phase changes). 

C6Hs02 (e) 93PILIPAR 
I,4-CycIohexanedione 
Phase Changes 
c/g 298.15K, b.H=75000J·mo!-1 
Molecular Weight 112.1280 
Wiswesser Line Notation L6V DVTJ 
Evaluation 

C6H80 4 Oiq) 
Dimethyl maleate 

A 

Heat Capacity 298 K, 
Temperature range 0 to 99 0 C. 

Phase Changes 
clHq 254 K, 

Molecular Weight 144.1268 

30WAS 

ilH-1-1640 J mol-I 
b.S=58 J. mol-I. K- 1 

Wiswesser Line Notation 1 OV I U I VO I -C 
F.valn9tion r 

C6H80 4 (c) 
Dimethyl fumaratc 

Heat Capacity 298 K, 
Temperature range 014 to 99°C. 

Phase Changes 
c/liq 375 K. 

Molecular' Weight 144. I 268 

30WAS 

.iH-35150 Jmol- I 

.:15=94 J·mo]-I·K- 1 

Wiswesser Line Notation I OV 1 C 1 VO I -T 
Evaluation C 

C6H80 4 (c) 80KULfLEB 
Lactide(DL); 3,6-Dimethyl-l ,4~dioxane-2,S-dione 
Heat Capacity 298.15 K, Cp =184.3 J·mol-I·K- I 

Temperature range S to 430 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 397.S K, b.H=24700 J. mol-I 

b.S=62.2 J. mol-I. K- 1 

Molecular Weight 144.1268 
Wiswesser Line Notation T60V DOVTJ Cl Fl 
Evaluation A 

C6Hs04 (e) 82KULILEB2 
Lactide(DL); 3,6-Dimethyl-1,4-dioxane-2,5-dione 
Heat Capacity 298.15 K, Cp =184.3 J·mol-I·K- I 

Temperature range 8 to 430 K. 
Entropy 298.15 K, S=213.1 J. mol-l. K- I 

Phase Changes 
clliq 397 K 
Molecular Weight 144.1268 
Wiswesser Line Notation T60V DOVTJ C1 Fl 
Evaluation A 

T(glass)=277 K. 

C6H80 4 (c) 82LEB/KUL 
Lactide(DL); 3 ,6-Dimethyl-1 ,4-dioxane-2,S-dione 
Heat Capacity 298.15 K, Cp =184.3 J·mol-1·K- 1 

Temperature range 8 to 330 K. 
Entropy 298.15 K, S=213.1 J·mol-I·K- 1 

Molecular Weight 144.1268 
Wiswesser Line Notation T60V DOVTJ Cl F1 
Evaluation A 

82KULILEB2 
Pcolyh:tl,;tiut::(DL) 

Heat Capacity 298.15 K, Cp =264.8 J ·moi- I . K- l 

Temperature range 8 to 360 K. High-elastic state. 
Entropy 298.15 K. S=244.4 J. mol-I. K- 1 

High-clastic state. 

Molecular Weight 144.1268 
Wiswesser Line-Notation I*VY1&OVYl&O*/ 
Evaluation A 

T(g!as;s)=277 K. 

C6H80 7 (c) 
Citric acid 

Heat Capacity 300 K, 
Temperature range 90 to 330 K. 

Entropy 300 K, 
:Molecular Weight 192.1250 

Wiswesser Line Notation QV1XQVQIVQ 
Evaluation B(Cp), C(S) 

C6Hs0 7·H20 (c) 

Citric acid monohydrate 
Heat Capacity 298.15 K. 

TClllpClalure IdllgC 21 to 303 K. 

82DEKIVAN 

62EVA/HOA 

Entropy 298.15 K, S=283.5 J. mol-I. K- 1 

Molecular Weight 210.1402 
Wiswesser Line Notation QVIXQVQIVQ &QH 
E,'nluntion A 

1 Ph,,~ rhom Qof n~t'!t " .... 1 ')1:; M.... '1 '1 oo~ 
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C6HsS (liq) 
2,5-Dimethylthiophene 
Heat Capacity 298.15 K, 

Temperature range 5 to 305 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIliq 210.58 K, 

c,II/liq 204.87 K, 

65CARIWES 

AH=8191.0 J. mol-I 
AS=38.90 J. mol-I. K- I 

AH=7401.1 J. mol-I 
AS=36.12 J. mol-I. K- I 

Metastable crystals. Note error in table on AHm and Tm. 
Molecular Weight 112.1892 
Wiswesser Line Notation T5SJ B 1 El 
Evaluation A 

C6H9CI02 (liq) 
Chloroethyl methacrylate 
Phase Changes 
c/liq 235.1 K, 

Molecular Weight 148.5889 
Wiswesser Line Notation G20VYl&U1 
Evaluation A 

85KARJABD2 

AH=17001 J·mol- I 

AS=72.3 J·mol-I·K- I 

C6H9Cu (c) 81LEBIBYK 
I-Hexynylcopper; Copper butylacetyienide 
Heat Capacity 298.15 K, Cp =160.6 J·mol-I·K- I 

Temperature range 5 to 330 K. 
Entropy 298.15 K,' S=180.6 J·mol-I·K- I 

Molecular Weight 144.6831 
Wiswesser Line Notation -CU-l UU5 
Evaluation A 

82BYK/LEB 
I-Hexynylcopper; Copper butylacetylenide 
Heat Capacity 298.15 K, Cp =160.6 J·mol-I·K- I 

Temperature range 5 to 330 K. 
Entropy 298.15 K, S=178.3 J·mol-I·K- I 

Molecular Weight 144.6831 
Wiswesser Line Notation -CU-lUU5 
Evaluation A 

C6H9N (Iig) 71 HALIBAL 
Cyclopentyl cyanide; Cyanocyclopentane 
Heat Capacity 297 K, Cp =167.5 J·mol- I·K- 1 

One temperature. 
Molecular Weight 95.1438 
Wiswesser Line Notation L5TJ ACN 
Evaluation C 

C6H9N Oiq) 
2A-Dimethylpyrrole 
Heat Capacity 298.15 K, 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 
Phase Chan2es 
c/liq 268.435 K 
Molecular Weight 95.I-U8 
Wiswesser Line Notation T5MJ BID I 
Evaluation A 

86STE/CHI 

C6H9N (liq) 86STE/CHI 
2,5-Dimethylpyrrole 
Heat Capacity 298.15 K, Cp =195.30J.mol- I.K-1 

Temperature range 10 to 400 K. 
Entropy 298.15 K, S=212.13 J·mol-1·K- 1 

Phase Changes 
clIiq 280.904 K 
Molecular Weight 95.1438 
Wiswesser Line Notation T5MJ Bl El 
Evaluation A 

C6H9N (liq) 
2,5-Dimethylpyrrole 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 280.904 K, 

Molecular Weight 95.1438 
Wiswesser Line Notation T5MJ Bl El 
Evaluation A 

C6H9N (liq) 
2,5-Dimethylpyrrole 
Heat Capacity 298.150 K, 

Temperature range 10 to 400 K. 
Entropy 298.150 K, 
Phase Changes 
clliq 280.904 K, 

Molecular Weight 95.1438 
Wiswesser Line Notation T5MJ Bl El 
Evaluation A 

C6H9N303 (c) 
Trimethyl cyan urate 
Heat Capacity 298.15 K, 

One temperature, estimated. 
Phase Changes 
c/g '298.15 K, 

Molecular Weight 171.1554 

87MESITOD 

AH=9296.0 J. mol-I 
AS=33.09 J·mol-I·K- 1 

88MESITOD 

S=212.242 J. mol-I. K- 1 

ilH=9298.42 J. mol-I 
LlS=33.1O J. mol-I. K- 1 

89IMAITAK 

LlH=90330 J. mol-I 
AS=303.0 J. mol-I. K- I 

Wiswesser Line Notation T6N CN ENJ BO 1 DO I FO I 
Evaluation B 

C6H90 6Sc (c) 
Scandium ethanoate 
Heat Capacity 298.15 K, 

Temperature range II to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c,lIUe,II 59.0 K, 

First-order transition. 
c,IUe,! 167.0 K, 

Higher-order transition 
l\lolecular Weight 222.0894 
Wiswesser Line Notation OVI 3 & .. SC .. 
Evaluation A 

920HT/MAT 

I1H=213 J·mol- 1 

.1S =3.70 J. mol-I. K- 1 

AH=536 J·mol- I 

I1S=3.81 J·mol- I·K- 1 
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C6H 10 (Iiq) 
1,5-Hexadiene; Diallyl 
Heat Capacity 298 K, 

Temperature range 291 to 328 K. 
Molecular Weight 82.1450 
Wiswesser Line Notation 1U4Ul 
Evaluation D 

C6HIO (Jiq) 
I-MethyIcyclopentene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 82.1450 
Wiswesser Line Notation L5UTJ Al 

Evaluation B 

C6HlO Oiq) 
3 Methylcyclopentene 

Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 82.1450 
Wiswpsspr Lin", Notation L5UTJ Cl 

Evaluation B 

C6HIO Oiq) 
Cyclohexene 

1881REI 

79FUC/PEA 

79FUCIPEA 

30PARlHUF2 

Heat Capacity 293.2 K, C p = 145.6 J. mol-I. K- I 

Temperature range 92 to 293 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K. S=216.7 J·mo]-I·K-I 
Extrapolation below 90 K, 49.20 J. mol-I. K -1. 

Phase Changes 
c,II/cJ 

c,IIlig 

138.7 K, 

169.0 K, 

Molecular Weight 82.1450 
Wiswesser Line Notation L6UTJ 
Evaluation B(CI')'C(S) 

C6HIO (ljg) 

Cyclohexene 
Heat Capacity 298.15 K. 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c.llfcJ i 3'6.7 K. 

c.l/Jiq 169.67 K, 

l\lolecular Weight 82.1450 
Wiswesser Line Notation L6LTJ 
Evaluation A 

C6HIO (Iigl 
Cyclohexene 
Heat Capacity 298.15 K. 

Temperature range ! 5 to 293 K. 
Entropy 2()~.15 K. 

Phase Changes 
c.lII/cJ 112.3 K. 

dUd 138.63 K. 

c.l/liq 169.66 K. 

:\Iolecular WeIght 82.14~O 
Wiswesser Line Notation L6lTTJ 
Evaluation A 

AH=4075 J. mol-I 
AS=29.38 J. mol-I. K- 1 

AH=3289 J. mol-I 

AS=19.46 J·mol- I. K- I 

48HUFIEAT 

~H=42S0.5 J·mol- I 

~5=30.65 J·mo!-I·K- I 

!1H=3293.2 J·mol- I 

/15=19.41 J·mol--I·K- I 

77HAVSUG2 

.1H=1483 J·mo!-I 

.1S=13.2 J·rnol I·K- I 

.1H=4231 J.mor I 

.1S =30.52 J. mol i. K- I 

.1H=3284 J'mol- I 

.1S= 19.36 J. mol-I. K- I 

C6HlO (liq) 88KALIWOY 
Cyclohexene 
Heat Capacity 298.12 K, Cp =152.90J.mol- I .K- 1 

Temperature range 183 to 298 K. Unsmoothed experimental 
datum. 

Molecular Weight 82.1450 
Wiswesser Line Notation L6UTJ 
Evaluation B 

C6H 10 (tig) 
Cyclohexene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 82.1450 
Wiswesser Line Notation L6UTJ 
Evaluation A 

(C6H10)n (c) 
Ethylene-butadiene copolymer 
Heat Capadty ?9R 1" K. 

Temperature range 30 to 330 K. 
Entropy 298.15 K. 
Phase Changes 
c,I1Jc,l 199 K 

Glass transition. 
clliq 333 K 
Molecular Weight 82.1450 

93STE/CHI2 

88LEB/SMI 

Wiswesser Line Notation 1*2*1 &/* 1U2Ul */ 
Evaluation A 

C 6H lOnN30 2 (c) 63COLIHUT2 
Histidine hydrochloride(L) 
Heat Capacity 298.15 K, Cp =249.53 J. mol-I. K- I 

Temperature range 11 to 305 K. 
Entropy 298.15 K, 5=276.10 J·mol-I·K- I 

Molecular Weight 191.6169 
Wiswesser Line Notation T5M DNJ BIYZVQ *GH-L 
Evaluation A 

C6HlON20 (Jig) 
2,3-Diazabicyclo[2.2.2]oct-2-ene N-oxide 
Phase Chan~es 
c,lII/c,II 

c,II1c.I 

c.IIliq 

359.2 K, 

399.3 K, 

437.9 K, 

-"Iolecular Weight 126.l582 

80BYS 

AH=5020 J·mol- I 

A5=14.0 J·mol-I·K- I 

AH=8050 J. moJ- I 

AS=20.2 J. mol-I. K- I 

LlH=3840 J. mol-I 
LlS=8.77 J. mol-I. K- I 

Wiswesser Line Notation T66 A B DNUNTJ DUO 
Evaluation A 

C(jHIOO (iiq) I&&IREI 

4-Methylpenten-3-one-2; MesityJ oxide 
Heat Capacity 298 K, Cp = 187.9 J. mol-I. K- I 

Temperature range 290 to 415 K. 
Molecular Weight 98.1444 
Wiswesser Line Notation IYI&UIVI 
Evaluation D 
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C6HlOO (Jiq) 
Cyclohexanone 
Heat Capacity 

One temperature. 
290 K, 

Molecular Weight 98.1444 
Wiswesser Line Notation L6VTJ 
Evaluation C 

C6H100 (Jiq) 
Cyclohexanone 
Heat Capacity 

One temperature. 
304.2 K, 

Molecular Weight 98.1444 
Wiswesser Line Notation L6VTJ 
Evaluation C 

C6HlOO (Jiq) 
Cyclohexanone 

24HERIBLO 

39PHl 

C
p

=200.4 J. mol-I. K- I 

80NAKISUG 

Heat Capacity 300 K, Cp =177.20J·mol- I.K- 1 

Temperature range 13 to 300 K. Unsmoothed experimental datum 
for Cp at 296.40 K is 175.96 J. mol-I. K- I. 

Entropy 300 K, S=229.03 J. mol-I. K- 1 

Phase Changes 
e,II1e,! 

c,I/liq 

220.83 K, 

245.21 K, 

Molecular Weight 98.1444 
Wiswesser Line Notation L6VTJ 
Evaluation A 

C6H100 (Jiq) 
Cyclohexanone 
Phase Changes 
liq/g 428.8 K, 

Value corrected to 298.15 K. 
Molecular Weight 98.1444 
Wiswesser Line Notation L6VTJ 
Evaluation A 

6.H=8659.6 J. mol-I 
6.S=39.22 J·mol-I·K- I 

6.H=1327.6 J·mol- I 

6.S=5.414 J·mol-I·K- I 

92SVO/KUB 

6.H=45130 J'mol- I 

C6HlOO (Jiq) 90MAYIRAC 
Cyclohexanol; Cyclohexyl alcohol 
Heat Capacity 298.15 K, Cp =214.06J·mol- I.K- 1 

Temperature range 170. to 320 K. Cp (iiq)=-2223.2606 
+ 22.0059595T -0.0691686793T2+O.0000763592T3 J. mol-I K- I 

(298 to 320 K). C n value calculated from equation. 
Phase Changes 
c,lII1c,1I 

c,IIIIc,I 

c,IIIc,I 

c,I1liq 

220.9 K, 

244.5 K, 

264.86 K, 

297.92 K, 

Molecular Weight 98.1444 
Wiswesser Line Notation L6TJ AQ 
Evaluation A 

6.H=378.4 J·mo\-I 
6.S=1.713 J·mo\-I·K- I 

6.H=8620 J·mol- I 

6.S=35.3 J·mol-J·K- J 

6.H=8662 J. mol-I 
6.S=32.70 J·mol-I·K- I 

6.H= 1806 J. mol-I 
LlS=6.06 J·mol-I·K- I 

J. Phvs. Chem Ref. O~t~. Vol. 25. No.1. 1qqf; 

80NAKlSU< 
Cyclohexene oxide 
Heat Capacity 300 K, Cp =166.12J·mol- I.K-

Temperature range 13 to 300 K. Unsmoothed experimental datur 
for Cp at 296.96 K is 164.98 J. mol- J· K- I. 

Entropy 300 K, S=221.98 J. mol-I. K- I 

Phase Changes 
c,II1c,I 193.10 K, LlH=9535.1 J. mol-I 

LlS=49.39 J·mol-I·K- J 

c,I/liq 238.14 K, 

Molecular Weight 98.1444 
Wiswesser Line Notation T36 BOTJ 
Evaluation A 

C6HlO0 2 (Jiq) 
Ethyl cyclopropanecarboxylate 
HPllt C'll[lll('ity ?98 1" K, 

One temperature. 
Molecular Weight 114.1438 
Wiswesser Line Notation L3TJ AV02 
Evaluation B 

C6H 1002 (liq) 
Methyl cyclobutanecarboxylate 
Heat Capacity 297 K, 

One temperature. 
Molecular Weight 114.1438 
Wiswesser Line Notation L4TJ AVO 1 
Evaluation D 

C6HlO0 2 (Jiq) 
c-Caprolactone 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 271.83 K, 

Molecular Weight 114.1438 
Wiswesser Line Notation T70VTJ 
Evaluation A 

C6H lO0 2 (Jiq) 
e-Caprolactone 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c!liq 272.13 K, 

Molecular Weight 114.1438 
Wiswesser Line Notation T70VTJ 

Evaluation A 

(C6H lO0 2)n (c) 
Poly·c-caprolactone 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 336 K, 

Molecular Weight 114.1438 
Wiswesser Line Notation /*OV5*/ 
Evaluation A 

T(glass)=209 K. 

LlH= 1064.5 J. mo\-I 
6.S=4.470 J·mol-I·K- J 

79FU( 

71HALIBAI 

78LEBIYEV: 

LlH=13820 J·mol- I 

LlS=50.9 J. mol-I. K- J 

83LEBIYE' 

LlH= 13820 J. mol-I 
~S=50.9 J·mol-1·K- 1 

78LEBIYEV 

LlH=16400 J·mol- I 

Ll5=48.0 J·mol-I·K- 1 
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C6H100 3 (liq) 
Ethyl acetoacetate; Acetoacetic ester 
Heat Capacity 298 K, 

Temperature range 288 to 455 K. 
Molecular Weight 130.1432 
Wiswesser Line Notation 20V 1 V I 
Evaluation D 

C6H 100 3 (Jiq) 
Ethy I acetoacetate; Acetoacetic ester 
Heat Capacity 297.5 K, 

One temperature. 
Molecular Weight 130.1432 
Wiswesser Line Notation 20VIVI 
Evaluation C 

C6H 100 3 (Jiq) 
Ethyl acetoacetate; Acetoacetic ester 
Heat Capacity 297.5 K, 

One temperature. 
Molecular Weight 130,1432 
Wiswesser Line Notation 20VIVI 
Evaluation C 

C6III00 4 (liq) 

Methylmalonic acid dimethyl ester 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 146.1426 
Wiswesser Line Notation IOVY1&VOI 
Evaluation B 

1881REI 

33KOLIUDO 

34KOLlUD02 

92VERIBEC 

C6H I00 4 (Jig) 83SAN/CIO 
Ethylene glycol diacetate 
Heat Capacity 298.15 K, Cp =310 J·mol-I·K- 1 

Temperature range 273.15 to 323.15 K. C/(kJ.kg-I.K- 1) 

=0.044175T-Il.049. 
Molecular Weight 146.1426 
Wiswesser Line Notation 1 V020V 1 
Evaluation D 

C6H lO0 4 (Jiq) 
Ethylene glycol diacetate 
He~t C~p~city 298. L5 K, 

One temperature. 
Molecular Weight 146.1426 
Wiswesser Line Notation I V020V 1 
Rvalnation A 

C6H IO0 4 (Jiq) 
Diethyl ethanedioate; Diethyl oxalate 
Heat Capacity 298 K, 

Temperature range 294 to 472 K. 
Molecular Weight 146.1426 
Wiswesser Line Notation 20VV02 
Evaluation D 

C6H IOO" (ci 
Adipic acid; 1,6-Hexanedioic acid 
Phase Changes 
c/liq 425.5 K, 

Molecular Weight 146.1426 
Wiswesser Line Notation QV4VQ 
Evaluation B 

86NILfWAD 

1881REI 

74CINIBER 

.3.H=34852 J. mol-I 
;1S=81.92 J·mo1- I ·K- 1 

(:6H1004 (c) 
Adipic acid; 1,6-Hexanedioic acid 
Heat Capacity 298.15 K, 

Temperature range 5 to 450 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 424.7 K 
Molecular Weight 146.1426 
Wiswesser Line Notation QV4VQ 
Evaluation A 

84VASIPET 

C6HI004S2 (c) 35HUFIELL 
4,5-Dithia-I,8-octanedioic acid; {3,{3' -Dithiodilactic acid 
Heat Capacity 296.8 K, Cp =239.3 J·mol-I·K- 1 

Temperature range 85 to 305 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=274.1 J·mol-I·K- I 

Extrapolation below 90 K, 84.43 J, mol- I , K -I, 
Molecular Weight 210.2626 
Wiswesser Line Notation QV2SS2VQ 
Evaluation B(Cp)'C(S) 

C6Hs07' H20 (c) 
Citric acid monohydrate 
Heat Capacity 300 K, 

Temperature range 120 to 300 K. 
Entropy 300 K, 
Phase Changes 
c,lIlc,I 312.1 K, 

Molecular Weight 210.1402 

82DEKIVAN 

Cp=269.52 J. mol-I. K- 1 

ilH=14980 J·mol- I 

il5=48.0 J·moJ-1·K- 1 

Wiswesser Line Notation QV1XQVQIVQ &QH 
Evaluation B 

C6HnBr (Jiq) 93SHE 
Bromocyclohexane; CyclohexyJ bromide 
Heat Capacity 298.15 K, Cp =182.1 J·mol-I·K- I 

One temperature. 
Molecular Weight 163.0569 
Wiswesser Line Notation L6TJ AE 
Evaluation B 

C6HuLi02 (c) 
Lithium n-hexanoate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Molecular Weight 122.0927 
Wiswesser Line Notation OV5 .LI 
Evaluation A 

85FRAlWES 

5=229.81 J. mol-I, K- 1 

A gradual thermodynamic transformation starts at 120 and 260 K, 
respectively. 

C6HllLi02 (c) 
Lithium n-hexanoate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Molecular Weight 122.0927 
Wiswesser Line Notation OV5 .LI 
Evaluation A 

86NGEIWES 
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C61l11NO (c) 
Cyclohexanone oxime 

91KOZlSHE 

Heat Capacity 298.15 K, Cp =199.34J.mol- I.K-1 

Temperature range 6 to 430 K. Cp(c,J/mol. K)= -143.81 
+ 1.6984T-1.8334X 1O-3xT2 (300 to 340 K); Cp(liq,J/mol. K) 
=214.30+0.1900T (380 to 430 K). 

Entropy 298.15 K, 
Phase Changes 
c,UIIc,U 

c,IIIc,I 

240.8 K, 

273.4 K, 

, c,IIliq 362.5 K, 
Molecular Weight 113.1590 
Wiswesser Line Notation L6TJ ANO 
Evaluation A 

LlH=14.0 J·mol- I 

LlS=0.06 J·mol-I·K- 1 

LlH=93.7 J. mol-I 
LlS=0.34 J·mol-I·K- 1 

LlH=12700 J·mol- I 

C6HuNO (c) 92KOZIKAB 
Cyclohexanone oxime 
Heat Capacity 298.15 K, Cp =199.38J.mol- I.K-1 

Temperature range 6 to 450 K. Cp(c, 300 to 340 K)= 143.81 

+ 1.6984(T/K)-1.8334X lO-\TIK)2; CP(liq, 380 to 430 K) 
=214.30+0.1900(TIK) JIK·moi. 

Entropy 298.15 K, S=185.08 J·mol-1·K- 1 

Phase Changes 

c,UIIc,II 

c,IIIc,I 

240.8 K, 

273.4 K, 

c,IIliq 362.5 K, 
c,I1g 353.7 K, 
liq/g 367.8 K, 
Molecular Weight 113.1590 
Wiswesser Line Notation L6YTJ AUNQ 
Evaluation A 

C6HllNO (c) 
€-Caprolactam; 6-Caprolactam 
Phase Changes 
c/liq 342.36 K, 
Molecular Weight 113.1590 
Wiswesser Line Notation T7MVTJ 
Evaluation A 

C6HllNO (c) 
€-Caprolactam; 6-Caprolactam 
Heat Capacity 300 K, 

Temperature range 60 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 342.305 K, 

Molecular Weight 113.1590 
Wiswesser Line Notation T7MVTJ 
Evaluation B 

dH=14.0 J·mol-1 

LlS=0.06 J·mol-1·K-1 

LlH=93.7 J. mol-1 

dS=0.34 J·mol-1·K- 1 

LlH=12700 J·mol-1 

dH=7401O J. mol- 1 

LlH=58660 J. mol- 1 

57MAS 

LlH= 16134 J. mol- 1 

59KOLIPAU 

ll.H= 16096 J. mo\-l 

LlS=47.0 J"mol- 1. K- I 

C6HIlNO (c) 59PAU/KOL 
€-Caprolactam; 6-Caprolactam 
Heat Capacity 298.15 K, Cp =156.77 J·mol-I·K- I 

Temperature range 60 to 373 K. 
Entropy 298.15 K, S=168.6J·mol- I·K- 1 

Debye-Einstein extrapolation below 60 K. 
Molecular Weight 113.1590 
Wiswesser Line Notation T7MVTJ 
Evaluation B 

J. Phvs. Chern. Ref. Data. Vol. 25. No.1. 1996 

C6HllNO (c) 
€-Caprolactam; 6-Caprolactam 
Heat Capacity 300.00 K, 

Temperature range 60 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 342.305 K, 

Molecular Weight 113.1590 
Wiswesser Line Notation T7MVTJ 
Evaluation B 

62KOLIPAl 

dH= 16096 J. mol-1 

dS=47.0 J·mol-1·K- 1 

C6HllNO (liq) 91 KOZlSH 
€-Caprolactam; 6-Caprolactam 
Heat Capacity 

Temperature range 340 to 520 K. Cp (liq)=323.08+0.0342' 
-1.1074 x 107T 2 J/mol· K (340 to 520 K). 

Molecular Weight 113.1590 
Wiswesser Line Notation T7MVTJ 
Evaluation A 

C6HllNO (c) 
€-Caprolactam; 6-Caprolactam 

92KAB/KO: 

Heat Capacity 298.15 K, Cp =156.78J·mol- 1 .K-
Temperature range 5 to 550 K. Cp (liq)=323.08 +0.0342(1 
K)-1.1074 X 1O-7(TIK)2 JIK· mol (340 to 520 K). 

Entropy 298.15 K, S=173.21 J·mol-I·K- I 

Phase Changes 
clliq 342.305 K, 
liq/g 298.15 K, 
Molecular Weight 113.1590 
Wiswesser Line Notation T7MVTJ 
Evaluation A 

(C6HllNO)n (c) 
Poly-€-caprolactam 

dH= 16096 J. mol-I 
dH=87260 J. mol-I 

55MARISM 

Heat Capacity , 298.15 K, Cp =171.6 J·mol-I·K- I 

Temperature range 270 to 498 K.Cp (c)=0.325+ 1.5X 1O-3T c, 
. g -I . deg -I (- 10 to 225 ° C). C p value calculated from equatior 

Phase Changes 
clliq __ ·,498 K, 

Mulecuh:lc Weight 113.1567 

Wiswesser Line Notation I*MV5*1 
Evaluation A 

LlH=21220 J·mol- I 

LlS=42.61 J. mol-I. K-

Cp (liq)=0.577+3.36X 1O-3T cal· g-Ideg- I (above 225 °C). 

(C6HllNO)n (c) 
Poly-€-caprolactam 
Heat Capacity 2Y8.lj K, 

Temperature range 60 to 350 K. 
Entropy 298.15 K, 
Molecular Weight 113.1567 
Wiswesser Line Notation I*MV5*1 
Evaluation B 

Poly-L-leucine 

62KOLIPAl 

91RO 

Heat Capacity 300 K, Cp =175.8 J·mol-I·K-
Temperature range 220 to 390 K. 

Molecular Weight 113.1590 
Wiswesser Line Notation I*VYM*&IYl&11 -L 
Evaluation B 
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93ROUXEN 

Poly-L-Ieucine 
Heat Capacity 300 K, Cp=175.8 J. mol-I. K- I 

Temperature range 2220 to 390 K. 
Molecular Weight 113.1590 
Wiswesser Line Notation I*VYM*&lY1&I/-L 
Evaluation B 

CoHIJNO~ (Iiq) &3GEIlKAR 

1,1-Dimethoxy-3-cyanopropane; Dimethyl acetal of 
{3-cyanopropionaldehyde 
HeatCap'acity 298.15 K, Cp =253.63J·mol- I.K- 1 

Temperature range 55 to 300 K. 
Entropy 298.15 K, S=295.6 J·moI-I·K- 1 

Phase Changes 
c/liq 154 K 

Glassy (solid) to liquid transition. 
Molecular Weight 129.1584 
Wiswesser Line Notation NC2YOl&OI 
Evaluation A 

C6H llN30 4 (c) 90BAD/KUL 
Triglycine 
Heat Capacity 298 K, C,.=216 J·mol-1·K- 1 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 189.1706 
Wiswesser Line Notation ZIVMIVM1VQ 
Evaluation D 

C6HuN304 (c) 89KUL/KOZ 
Diglycylglycine 
Heat Capacity 298 K, Cp =215.5 J·mol-I·K- 1 

Temperature range 298 to 348 K. 
Molecular Weight 189.1706 
Wiswesser Line Notation ZIVNVIZ1VQ 
Evaluation C 

f:GH 1102 TI (c) 
Thallium hexanoate 

Phase Changes 
c,III/c,II 395 K, 

c,II/c,I 412 K, 

c,I/Jiq 418 K, 

Solid-mesophase. 
liq/liq 500 K, 

Mesophase-isotropic. 
Molecular Weight 319.5217 
Wiswesser Line Notation OVS .TL 
Evaluation B 

7fiMFTISFY 

I1H= 179 J. mol- I 

115=0,46 J. mol-I. K- I 

I1H=1841 J·mol- 1 

115=1.84 J·mol-I·K- I 

!J.H=4477 J·mol- 1 

115=10.9 J·mol-I·K- I 

flH=3035 ]·mol- 1 

115=6,69 J. mol-I. K- I 

C6HllOzTI (c) 
Thallium hexanoate 
Heat Capacity 320 K, 

Temperature range 320 to 480 K. 
Phase Changes 
c,I1l/c,I1 397.9 K, 

c,llic,! 415.0 K, 

c,I/liq 425.0 K, 

Solid-mesophase. 
Molecular Weight 319.5217 
Wiswesser Line Notation OV5 .TL 

Evaluation A 

84FERILOP 

AH=208 J·mol- I 

A5=0.50 J·mol-I·K- I 

AH=657 J·mol- I 

AS= 1.58 J. mol- J
• K- I 

I1H=4598 J. mol- I 

A5= 10.8 J. mol-I. K- I 

Mesophase to isotropic liquid phase change data also given: 

T=499.8 K; I1I1H=3941 J·mol- I; I1I1S=7.90 J·mol-I·K- I. 

C6Hn 0 2TI (c) 
Thallium hexanoate 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 
Entropy 298.15 K, 

Phase Changes 
c,V/c,IV 203.5 K, 

c,IV/c,III 280.3 K, 

c,IIIIc,II 397.9 K 
c,IIIc,I 415.0 K 

c,II1iq 425.0 K 
Solid-mesomorphic liquid. 

Molecular Weight 319.5217 

Wiswesser Line Notation OV5 .TL 
Evaluation A 

85BOEILOP 

AH=1734 J·mo1- 1 

aS~13.62 J mol-I. K- I 

AH=2511 J. mol- I 

115=8.88 J·mol-I·K- I 

Mesomorphic liquid-isotropic liquid transition at 499.8 K. See 
84FERlLOP, 81LINIDIE, and 76MEI/SEY for transition data. 

C6H12 (liq) 38KEN/SHO 
3,3-Dimethyl-I-butene; tert-Butylethylene 
Heat Capacity 295.9 K, C p = 1 SS.28 J. mol-I. K- I 

Temperature range 80 to 298 K. Value is unsmoothed experimental 

datum. 

Entropy 298.1 K; 5=156.5 J·mol-I·K- I 

Extrapolation below 80 K, 47.66 J. mol-I. K- I. 

Phase Changes 
c,IIIc,I 

c,ll/liq 

124.9 K, 

158.4 K. 

Molecular Weight 84.1608 
Wiswesser Line Notation lXl&I&IUI 
Evaluation B(Cp)'C(S) 

tlH=4347 J·mol- I 

A5=34.80 J. mol-I. K- I 

I1H= 1096 J. mol-I 

115=6.92 J·mol-I·K- I 

C6H12 (liq) 36PARlTOD2 
2,3-Dimethyl-2-butene; Tetramethylethylene 
Heat Capacity 295.5 K, Cp =175.73 ]·mol-I·K- I 

Temperature range 83 to 296 K. Value is un smoothed experimental 
datum. 

Entropy 298.15 K, 5=272.4J·mol- I·K- 1 

Extrapolation below 90 K, 58.45 J. mol-I. K- 1
• 

Phase Changes 

c,ll/c,I 

c,l/liq 

196.6 K, 

198.5 K, 

Molecular Weight 84.l608 
Wiswesser Line Notation IYI&UY1&1 

Evaluation B(Cp)'C(S) 

tlH=4577 J·mol- I 

115=23.28 J·mol-I·K- I 

I1H=5460 J·mol- I 

115=27.51 J·mol-I·K- I 
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C6H12 (liq) 55SCOIFIN 
2,3-Dimethyl-2-butene; Tetramethylethylene 
Heat Capacity 298.15 K, C p = 174.68 J. mol-I. K- I 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c,I1/c,1 

c,II1iq 

196.82 K, 

198.92 K, 

LlH=3531 J·mol- I 

LlS=17.94 J·mol- I·K- I 

LlH=6452 J·mol- I 

LlS=32.44 J. mol-I. K- I 

Enthalpies of transition and fusion calculated from total enthalpy 
change 196.82 to 198.92 K and assumed Cp of 150 J·mol- I. 
K- I for c,I. 

Molecular Weight 84.1608 
Wiswesser Line Notation 1 Yl&UYl&l 
Evaluation A 

C6H12 Oiq) 
cis-2-Hexene 
Heat Capacity 298.15 K, 

Temperature range 10 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 132.030 K, 

Moleculal Weight 84.1608 

Wiswesser Line Notation 4U2 -c 
Evaluation A 

C6H12 (liq) 
I-Hexene 
Heat Capacity 298.15 K, 

Temperature range 11 to 360 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 133.39 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation 5U 1 
Evaluation A 

I-Hexene 

90MEsrrOD 

S=291.86 J·mo!-I·K-I 

LlH=8878.23 J. mol-I 
LlS=67.24 J. mol-I. K- I 

57MCCIFIN2 

LlH=9347 J·mol- I 

LlS=70.07 J·mol-I·K- I 

85KALfWOY 

Heat Capacity 298.56 K, Cp = 182. 77 J. mol-I. K - I 

Temperature range 180 to 300 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 84. I 608 
Wilswt:sst:r Lillt: Nutatiull 3U I 

Evaluation B 

C6H12 (liq) 3 IHlJFIPAR 
Methylcyc10pentane 
Heat Capacity 295.7 K, Cp =I57.3 J·mol-I·K- I 

Temperature range 92 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=247.7 J·mol-I·K- I 

Extrapolation below 90 K, 57.86 J·mol-I·K- I. 
Phase Changes 
c/liq 130.1 K. 

Molecular Weight 84.1608 
Wiswesser Line Notation L5TJ A I 
Evaluation B(CI')'C(S) 

~H=6883 J·mor l 

~5=52.9 j·mol-I·K- I 
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C6H12 (Jiq) 
Methylcyclopentane 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 130.73 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L5TJ Al 
Evaluation A 

C6H12 (Jig) 
Methylcyc10pentane 
Heat Capacity 299.8 K, 

Temperature range 80 to 200 0 F. 
Molecular Weight 84.1608 
Wiswesser Line Notation L5TJ Al 
Evaluation B 

C6H12 (Jig) 
Methylcyc10pentane 
Heat Capacity 293.15 K, 

One temperature. 
Molecular Weight 84.1608 
Wiswesser Line Notation L5TJ AI 
Evaluation B 

C6H12 (Jig) 
Cyc10hexane 
Heat Capacity 298 K, 

Temperature range 22 to 50 0 C. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

Cyclohexane 

46DOUIHUF: 

LlH=6928.7 J. mol-I 
LlS=53.00 J·mol-I·K- I 

51CO~/SAC 

Cp = 159.12 J. mol-I. K- I 

83SID/SVE 

Cp = 157.66 J. mol-I. K' I 

19DEJ 

30PARlHUf· 

Heat Capacity 298.9K, Cp =143.9J·mol- t .K' 1 

Tem~erature range '92 to 299 K. Value is unsmoothed experiment3 
datum. 

Entropy 298.15K, 5=205.9J·mo!-I·K- I 

Extrapolation below 90 K, 50.54 J. mol-I. K - I. 
Phase Changes 
cJUc,I 

c,I/liq 

185.9 K, 

279.3 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B(CI')'C(S) 

C6"\2 (Jiq) 
Cyclohexane 
Heat Capacity 304.2 K. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation C 

!1H=6234 J. mol-I 
.0.5=33.53 J. mol-I. K- I 

i1H=2423 J. mol-I 
~5=:8.68 J·mol-I·K I 

39PH 
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C6H12 (liq) 
Cyclohexane 
Phase Changes 
c,ll/c,I 

c,IIliq 

186.4 K, 

279.4 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 

Evaluation B 

C6H12 (Jiq) 
Cyclohexane 
Heat Capacity 295 K, 

Temperature range 12 to 293 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 

c,I/Jiq 

liq/g 

186.09 K, 

279.84 K, 

298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation A 

C6H12 (Jiq) 
Cyclohexane 
Heat Capacity 298.15 K, 

Temperature range 13 to 302 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,I 

c.I/Jiq 

186.1 K, 

279.82 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation Lb [J 

Evaluation A 

42ZIE/AND 

AH=6820 J·mor- I 

AS=36.59 J. mol-to K- t 

AH=2728 J·mo!-I 
AS=9.76 J. mol-I. K- I 

43AST/SZA 

AH=6686 J. mol-I 

AS=35.93 J·mo!-I·K- 1 

AH=2628 J·mol- 1 

AS=9.39 J·mo!-I·K- I 

AH=33334 j·mo!-I 

AS= 111.80 J 
·mo!-I·K- I 

P= 13.18 kPa 

43RUEIHUF 

AH=6739.6 J·mol- I 

AS=36.21 J. mol-I. K- I 

AH=2676.9 J·mo!-I 

AS=9.57 J·mo\-I·K- 1 

C6H12 Oiq) 50AUE/SAG 
Cyclohexane 
Heat Capacity 300 K, C,,=J54.2 j·mo!-I·K-- I 

Temperature range 300 to 366 K. Cp given as 0.4378 BtuOb r- I 

(oR)-1 at 80 oF. 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (liq) 

Cyclohexane 
Heat Capacity 311 K. 

Mean value 20 to 56°C. 
Molecular Weight 84. J 608 
Wiswesser Line Notation L6TJ 
Evaluation C 

60SWI/ZIE 

C6H12 (Jiq) 
Cyclohexane 
Heat Capacity 298.00 K, 

Temperature range 297 to 327 K. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (liq) 
Cyclohexane 
Heat Capacity 298 K, 

Temperature range 10 to 50°C. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

64MOEffHO 

66NIKIRAB 

C 6 HlZ (lig) 68REC 
Cyclohexane 

Heat Capacity 298 K, C p = 155.5 J. mol-I. K- I 

Temperature range 24 to 40°C, equation only. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation C 

C6H12 (liq) 

Cyc10hexane 
Heat Capacity 298.15 K, 

Temperature 20, 30, and 40 ° C. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (liq) 
Cyclohexane 
Heat Capacity 298.15 K, 

Temperature range 298 to 323 K. 
Molecular Weight 84.1608 

Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (Jiq) 
Cyclohexane 
Heat Capacity 293.15 K, 

Temperature range 273 to 323 K. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6HI2 (Jiq) 
Cy('Iohex~ne 

Heat Capacity 
One temperature. 

298.15 K, 

:'vlolecular Weight 84.1608 
Wiswesser Line Notation L6TJ 

Evaluation B 

C6H12 (jiq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 

Wiswesser Line Notation L6TJ 
Evaluation B 

69WILISCH 

73SUBIRAS 

74WILIZET 

C,,=154.80 J. mol-\· K- l 

75JOLIBOI 

C,,= 156.20 J. mol-I. K- I 

76FORIBEN 

C,,=156.07 j·mol-I·K- I 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 



196 E. S. DOMALSKI AND E. D. HEARING 

C6H12 Oiq) 
Cyclohexane 
Heat Capacity 298.15 K, 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation A 

Data from 76FORJBEN. 

C6H12 (Iiq) 
Cyclohexane 
Heat Capacity 298.15 K, 

Temperature range 298 to 318 K. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H11 (jiq) 
Cyclohexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

76FORJBEN2 

77VES/SVO 

78GROIWIL 

C 6H12 (llq) 78SAP 

Cyclohexane 
Heat Capacity 298 K, Cp =156.7 J·mol-I·K- 1 

Temperature range 298 to 313 K. Data calculated from equation 
Cp =1.7493+0.00452 T kJ·kg-I·K- I. 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (Jiq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H\2 (liq) 
Cyclohexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Eyaluation B 

C6Hl2 Oiq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (\iq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation A 

79FORIDAR 

79VESIZAB 

79WILIGRO 

82GROllNG 

C6H12 (liq) 82TAl 
Cyclohexane 
Heat Capacity 298.15 K, Cp = 156.0 J. mol-I. K- l 

Temperature range 293.15, 298.15, 303.15 K. Data at thre 
temperatures. 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation A 

C6H12 (liq) 
Cyclohexane 
Heat Capacity 

One temperature. 
293.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (liq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H\2 (liq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H\2 (liq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (Jiq) 
Cyclohexane 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

83SID/SV 

85NKI/CR 

85TANINAl 

86JIM/Rm 

860R 

C6H12 (Jiq) 87KALIKO 
Cyclohexane 
Heat Capacity 293.15 K, C,,=155.13 J·mol-I·K 

Temperature range 293.15, 313.15 K. 
Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 
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C6H12 Oiq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

C6H12 (Iiq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation A 

C6H12 (liq) 
Cyclohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

88SAIfTAN 

88SHIIOGA2 

89LAIIROD 

C6H12 (liq) 89VOS/SLO 
Cyclohexane 
Heat Capacity 1211.<:; K, C,,=143.9 J. mol-I. K-I 

Temperature range 326.5 to 450.0 K. Un smoothed experimental 
datum. 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation C 

C6H12 (Iiq) 
CycJohexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 84.1608 
Wiswesser Line Notation L6TJ 
Evaluation B 

91TREICOS 

C p= 156.00 J. mol-I. K- I 

(C6Hdn (c) 67MELtrYS 
Poly(4-methyl-I-pentene) 
Heat Capacity 298.15 K, Cp =145.6 J·mol-I·K- I 

Temperature range 80 to 310 K. Values per unit formula weight. 
Entropy 298.15 K. 5=151.5 J·mol-I·K- I 

Extrapolation below 80 K, 38.2 J. mol-I. K- I. Values do not 
include zero-point entropy. 

Molecular Weight 84.1608 
Wiswesser Line Notation /*Yl * 1 YI&II 
Evaluation B (C p),C(S) 

659(; crystalline, isotactic material. 

(C6H 12)n (gls) 74LEBILEB 
I-Polyhexelle 
Entropy 298.15 K, 5=171.3 J·mol-I·K- I 

Deposited in VJNITI, No 2118-74, 30 July 1974. 
Molecular Weight 84.1608 
Wiswesser Line Notation /*Y 4& 1 * / 
Evaluation A 

T(glassl=215.5 K. 

C6H12BN03 (c) 64CAS/STO 
Triethanolamine borate 
Heat Capacity 298.15 K, Cp =187.2 J·mol-I·K- I 

Temperature range 5 to 350 K. 
Entropy 298.15 K, S=183.2 J·mol-1·K- 1 

Molecular Weh!ht 156.9757 
Wiswesser Line Notation T88 ABC AO DN GO HB IOTJ 
Evaluation A 

C6H12BN03 (c) 
Triethanolamine borate 
Heat Capacity 320 K, 

Temperature range 320 to 525 K. 
Entropy 320 K, 
Phase Changes 
c,lI/c,1 466.54 K, 

c,l/liq 511.86 K, 

Molecular Weight 156.9757 

64CLEIWON 

S=216.2 J·mo\-I·K- I 

f:..H=4774 J. mo]-I 
as=IO.3 J.mo)-I.K-I 
f:..H=24100 J. mol-I 

f:..S=47.11 J·mol-I·K- I 

Wiswesser Line Notation T88 ABC AO ON GO HR rOTT 
Evaluation A 

C6H12BrFeN2S4 (c) 89YOS/SOR 
Bis(N,N-dimethyldithiocarbamato) iron(III) bromide 
Heat Capacity 296.421 K, Cp =294.9 J·mol-I·K- I 

Temperature range 0.4 to 300 K. C p value is unsmoothed 
experimental datnm 

Phase Changes 
c,llIlc,I1 0.837 K 

Ferromagnetic/paramagnetic transition. 
c,IUc,I 8.8 K, f:..H=5.77 J. mol-I 

f:..5=6.05 J·mol-I·K- I 

Schottky anomaly. 
Molecular Weight 376.1898 
Wiswesser Line Notation SUYS&Nl&1 2 .FE &E 
Evaluation A 

The total magnetic entropy and enthalpy in the temperature range 
0.4 to 30 K are S=I1.74 J·mol-I·K- I and 92.0 J·mol- I , 

respectively. 

C6H12CIFeNzS4 (c) 84YOS/SOR 
Chlorobis(N ,N -dimethy ldithiocarbamate )ironmI) 
Heat Capacity 300 K, C p=299 J. mol- 1• K- 1 

Temperature range 0.4 to 300 K. Data graphically only. Value 
estimated from graph. 

Phase Changes 
c,lIUc,II 0.609 K 

Lambda transition. 
c,lI/c,I 2 K 

Schottky-type anomaly. 
Molecular Weight 331.7142 
Wiswesser Line Notation SUYS&Nl&l 2 .FE &G 
Evaluation A 

Total magnetic entropy is 14.05 J. mol- I . K - I. 

85LAIIGRO C6H 12Clz (Jig) 
1.6-Dichlorohexane 
Heat Capacity 298.15 K, Cp=239.57 J. mor· l . K- I 

One temperature. 
Molecular Weight 155.0668 
Wiswesser Line Notation G6G 
Evaluation B 
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C6H12CI30 4P Oiq) 86FAM/MAS 
Tri-(2-chloroethyI) phosphate 
Heat Capacity 298.15 K, Cp =396.5 J. mol-I. K- I 

Temperature range 15 to 320 K. Cp data given for the glassy state 
from 0 to 170 K. 

Entropy 298.15 K, 5=495 J. mol-I. K- I 

Phase Changes 
gls/liq 185 K, il5=38.0 J·mol-I·K- I 

Molecular Weight 285.4912 
Wiswesser Line Notation OP02G&02G&02G 
Evaluation A 

C6H12FeINzS4 (c) 83YOS/SOR2 
10dobis(N,N-dimethyldithiocarbamato) iron (III) 
Heat Capacity 298.352 K, Cp =301.9 J·mol-I·K- I 

Temperature range 0.4 to 300 K. Unsmoothed experimental datum. 
Molecular Weight 423.1657 

Wiswesser Line Notation SYUS&Nl&1 2 .FE &1 
Evaluation A 

Lambda type anomaly observed at 1.65 K; Schottky type anomaly 
observed at ca. 0.7 K. 

60CHAlWES2 
Triethylenediamine; 1,11 Diazabicyclo[2.2.2]octanc 

Heat Capacity 298.15 K, Cp =152.97 J·mo!-I·K- I 

Temperature range 5 to 353 K. 
Entropy 298.15 K, 5= 157.61 J. mol-I. K- I 

Molecular Weight 112.1742 
Wiswesser Line Notation T66 A B CN FNTJ 
Evaluation A 

C6H 12Nz (c) 61WES 
Triethylenediamine; 1.4-Diazabicyclo[2.2.2]octane 
Heat Capacity 298.15 K, Cp = 153.18 J. mol-I. K- I 

Temperature range 5 to 350 K. Only value at 298.15 K given. 
Entropy 298.15 K, 5=157.61 J·mol-I·K- I 

Molecular Weight 112.1742 
Wiswesser Line Notation T66 A B CN FNTJ 
Rvalnation A 

Details reported in other papers. 

C6H12Nz (c,II) 63TROIWES 
Triethylenediamine; 1,4-Diazabicyclo[2.2.2]octane 
Heat Capacity 300 K, Cp = 153.97 J. mol-I. K- I 

Temperature range 300 to 450 K. 
Phase Changes 
c,II/c.I 351.08 K, .lH=10560 J·mol- I 

.15=30.08 J. mol-I. K- I 

Transformation to plastic crystalline phase. 
(' TlliCJ 4,:\') QQ K \H=74~1 T.mol- 1 

uS=17.16 J·mol-I·K- I 

Molecular Weight 112.1742 
Wiswesser Line Notation T66 A B CN FNTJ 
Evaluation A 

91ABAIDEL 
2-(Acetylamino)-N-methylpropanamide(DL): 

N-Acetylalanine-N' -methylamide(DL) 
Heat Capacity 298 K. Cp = 196.47 J. mol- J

• K- 1 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 144.1730 
Wiswesser Line Notation 1 VMYVM I & 1 -DL 
Evaluation C 

C6H12NzOz (c) 91ABAIDE 
2-(Acetylamino)-N-methylpropanamide(L); 
N-Acetylalanine-N I -methy lamide(L) 
Heat Capacity 298 K, C p = 20 1.30 J. mol-I. K-

Data extrapolated to 298 K from values obtained at high, 
temperatures. 

Molecular Weight 144.1730 
Wiswesser Line Notation IVMYVMl&1 -L 
Evaluation C 

C6H12Nz0 3 (c) 
f3-Alanyl-,B-alanine 
Heat Capacity 298 K, 

Temperature range 298 to 348 K. 
Molecular Weight 160.1724 
Wiswesser Line Notation Z2VM2VQ 
Evaluation C 

89KULIKO 

C6H12N20 3 (c) 90BAD/Kl 
,B-Alanyl-,B-alanine 
Heat Capacity 298 K, Cp =196 J·mol-I·K- I 

Temperature range 298, 313, 333, 348 K. 
Phase Changes 
c/liq 480.05 K, ilH=58300 J·mol- I 

Melting with decomposition. 
Molecular Weight 160.1724 
Wiswesser Line Notation Z2VM2VQ 
Evaluation D 

C6HnN,O~ (c) 
a, a-Alanylalanine(DL) 
Heat Capacity 298 K, 

Temperature range 298 to 348 K. 
Molecular Weight 160.1724 
Wiswesser Line Notation ZYl&VMYl&VQ -DL 
Evaluation C 

89KULlKC 

C6H 12Nz0 3 (l:) 90BAD/Kl 

a, a-Alanylalanine(DL) 
Heat ~apacity 298 K, C p =189 J·mol-I·K- t 

Temperature range 298, 313, 333, 348 K. 
Phase Changes 
c/liq 483.15 K, ilH=33200 J. mol-I 

Melting with decomposition. 
Temperature range 433 to 483. 

Molecular Weight 160.1724 
Wiswesser Line Notation ZYl&VMYl&VQ -DL 
Evaluation C 

C6H12Nz0 3 (c) 89KULlKC 
a, a-Alanylalanine(L) 
Heat Capacity 298 K, 

Temperature range 298 to 348 K. 
Molecular Weight 160.1724 
Wiswesser Line Notation ZYl&VMYI&VQ -L 
Evaluation C 

C6H I2N20 3 (c) 90BAD/K 

a.a-Alanylalanine(L) 
Heat Capacity 298 K, Cp = 195 J. mol-I. K- t 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 160.1724 
Wiswesser Line Notation ZYI&VMYl&VQ -L 
Evaluation C 
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C6H12N204S2 (c) 35HUFIELL 
Cystine(L) 
Heat Capacity 297.3 K, C" = 268.6 J. mol- 1 • K- 1 

Temperature range 85 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K. 5=286.6 j·mol-I·K- 1 

Extrapolation below 90 K, 79.45 J·mol-I·K- 1
• 

Molecular Weight 240.2918 
Wiswesser Line Notation QVYZISSIYZVQ-L 
Evaluation B( C ,,),C(S) 

C6H12N204S2 (c) 64HUT/COL 
Cystine(L) 
Heat Capacity 298.15 K, C,,=261.92j.mol- 1.K- 1 

Temperature range lO to 3lO K. 
Entropy 298.15 K, 5=280.58 j·mol-1·K- 1 

Molecular Weight 240.2918 
Wiswesser Line Notation QVYZlSS1YZVQ-L 
Evaluation A 

C6H 12N2S3 (c) 
Bis-( dimethylthiocarbamoyl)sulfide; 

monosulfide 
Heat Capacity 298. J 5 K, 

One temperature. 
Molecular Weight 208.3542 
Wiswesser Line Notation 
Evaluation B 

61 GOOILAC 
Tetramethylthiuram 

C6H 12N2S4 (c) 6JGOOILAC 
Bis-(dimethylthiocarbamoyl)disulfide; Tetramethylthiuram disulfide 
Heat Capacity 298.15 K, C" = 30 1.7 j. mol-I. K- 1 

One temperature. 
Molecular Weight 240.4142 
Wiswesser Line Notation 

Evaluation B 

C6H 12N.~ (I,;) 60CHAIWES 
Hexamethylenetetramine; 1,3,5,7-Tetraazatricyclo[3.3.1.1 3•

7]decane 
Heat Capacity 298.15 K, Cp = 152.29 J. mol-I. K- I 

Temperature range 5 to 350 K. 
Entropy 298.15 K, S-163.38 Jmol- 1 K- 1 

Molecular Weight 140.1876 
Wiswesser Line Notation T66 B61B-HlDI A B- C IB IBN DN FN 

HNTJ 
Evaluation A 

C6H12N4 (e) 61WES 
Hexamethylenetetramine; 1,3,5,7 Tetraazatricyc!o[3.3.1. 13.7]decane 

Heat Capacity 298.15 K, Cp =152.29J·mor· I ·K- 1 

Temperature range 5 to 350 K. Only value at 298.15 K given. 
Entropy 298.15K. S=163.38J·mol- i ·K- 1 

Molecular Weight I J.O. 1876 

Wiswesser Line Notation T66 B6/B-HlDI A B- C IB IBN DN FN 
HNTJ 

Evaluation A 
Details reported in other papers. 

C6H120 (Jig) 70AND/COU 
3,3-Dimethyl-2-butarione; Methyl tert-butyl ketone 
Heat Capacity 298.15 K, Cp =206.9 j·mol-I·K- 1 

Temperature range 10 to 360 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 221.74 K, 

Molecular Weight 100.1602 
Wiswesser Line Notation IXI&I&VI 
Evaluation A 

LlH=11330 j·mol- 1 

£1S=51.10 j. mol-I. K- 1 

C6H120 (liq) 70HARIHEA 
3,3-Dimethyl-2-butanone; Methyl tert-butyl ketone 
Heat Capacity 298.15 K, Cp =207.3 j·mol-I·K-1 

One temperature. 
Molecular Weight 100.1602 
Wiswesser Line Notation 1 X I & 1 & VI 
Evaluation B 

C6H120 (liq) 92SVO/KUB 
3.3-Dimethyl-2-butanone; Methyl tert-butyl ketone 
Phase Changes 
liq/g 441.4 K, LlH=50780 J. mol- 1 

Value corrected to 298.15 K. 
Molecular Weight 100.1602 
Wiswesser Line Notation lXl&l&Vl 
Evaluation A 

C6H120 (liq) 47SCHIZOS 
5-Methyl-3-oxahex-I-ene; Vinyl isobutyl ether 
Heat Capacity 298.15 K, Cp =23I.8 j·mo!-I·K- 1 

One value, no details. 
Molecular Weight 100.1602 
Wi.!;w.,,;:<;:.,r Lin., NotMion lYl&lOIUl 

Evaluation D 

C6I1120 (Iiq) 89VESIDAR 

4-Methyl-2-pentanone; Isobutylmethylketone 
Heat Capacity," 298.15 K, Cp =21I.9 j·mol-I·K- I 

Temperature range 298.15 to 318.15 K. 
Molecular Weight 100.1602 

Wiswesser Line Notation IYI&lVI 
Evaluation A 

C6H 120 (Jiq) 92SVO/KuB 
4-Methy 1-2 -pentanone; Isobuty Imethylketone 
Phase Changes 
lig/g 388.9 K, aH-40610 J mol- 1 

Value corrected to 298.15 K. 
Molecular Weight 100.1602 
Wiswesser Line Notation I Y I & I V I 
Evaluation A 
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C6H120 (liq) 
3-Hexanone; Ethyl n-propyl ketone 
Heat Capacity 298.15 K, 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 145 K, 

c,I/liq 217.72 K, 

Molecular Weight 100.1602 
Wiswesser Line Notation 3V2 
'Evaluation A 

C6H120 (liq) 
3-Hexanone; Ethyl n-propyl ketone 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 100.1602 
Wiswesser Line Notation 3V2 
Evaluation B 

C6H120 (liq) 
3-0xahept-l-ene; Vinyl n-butyl ether 
Heat Capacity 298.15 K, 

One value, no details. 
Molecular Weight 100.1602 
Wiswesser Line Notation 401 U I 
Evaluation D 

C6H 120 (1iq) 
2-Hexanone; Methyl n-butyl ketone 
Heat Capacity 298.15 K, 

Temperature range 10 to 380 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 217.69 K, 

Molecular Weight 100.1602 
Wiswesser Line Notation 4 VI 
Evaluation A 

C6H 120 (Jiq) 
2-Hexanone; Methyl n-butyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 100.1602 
Wiswesser Line Notation 4Vl 
Evaluation B 

C6H I20 (Jiq) 
2-Hexanone; Methyl n-bUlyl kelUm: 

Phase Changes 
liq/g 400.7 K, 

Value corrected to 298.15 K. 
Molecular Weight 100.1602 
Wiswesser Line Notation 4V1 
Evaluation A 

C6H 120 (Jiq) 
Cyclohexanol; Cyclohexyl alcohol 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 100.1602 
Wiswesser Line Notation L6TJ AQ 
Evaluation C 

70AND/COU 

I:::..H=682 J·mol-1 

1:::..5=4.73 J·mol-1·K-1 

I:::..H=13490 J·mol- 1 

1:::..5=61.98 J·mol-1·K-1 

70HARIHEA 

47SCHIZOS 

70AND/COU 

I:::..H=14900 J·mol- 1 

1:::..5=68.44 J·mol-1·K- 1 

70HARlHEA 

92SVO/KUB 

I:::..H=43100 J·mol- I 

24HERIBLO 
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C6H120 (liq) 29KH 
Cyclohexanol; Cyclohexyl alcohol 
Heat Capacity 298.15 K, C p =209.03 J. mol-I. K- I 

Temperature range 13 to 300 K. Value is unsmoothed experimenta 
datum. 

Entropy 298.15 K, 5=199.6 J·mol-1·K- 1 

Average of values derived from measurements on both low ane 
high temperature crystal forms down to 13 K, plus entropy 0 

transition and fusion. Debye extrapolation below 13.5 K. 
Phase Changes 
c,Wc,1 263.5 K, I:::..H=8205 J·mol- I 

1:::..5=31.14 J·mol-I·K- I 

Excess enthalpy over extrapolated heat capacity curves. 
c,I/liq 297.0 K, I:::..H=1699 J·mol-1 

1:::..5=5.72 J·mol-I·K- 1 

Tm is 23.87 °C from 16RIC/SHI. 
Molecular Weight 100.1602 
Wiswesser Line Notation L6TJ AQ 
Evaluation B 

Sample may have contained a trace of water. 

C 6H 120 (liq) 

Cyclohexanol; Cyclohexyl alcohol 
Heat Capacity 305.1 K, 

One temperature. 
Molecular Weight 100.1602 

Wiswesser Line Notation L6TJ AQ 
Evaluation C 

C6H120 (liq) 
Cyclohexanol; Cyclohexyl alcohol 
Heat Capacity 300 K, 

Temperature range 14 to 320 K. 
Entropy 300 K, 
Phase Changes 
c,IlI/c,I 244.8 K, 

c,II/c,I 265.50 K, 

c,I/liq 299.09 K, 

Molecular Weight 100.1602 
Wiswe~ser Line N~iation L6TJ AQ 
Evaluation B 

C6H 120 (liq) 

Cyclohexanol; Cyclohexyl alcohol 
Heat Capacity 297.95 K, 

Temperature range 297 to 428 
experimental datum. 

Molecular Weight 100.1602 
Wiswesser Line NUtatiull LGTJ AQ 

Evaluation B 

C6H 120 (liq) 
Cyclohexanol; Cyclohexyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 100.1602 
Wiswesser Line Notation L6TJ AQ 
Evaluation B 

39PH 

68ADAlSU( 

I:::..H = 8640 J·mol- I 

1:::..5=35.29 J·mol-I·K
I:::..H=8827 J. mol-I 
1:::..5=33.25 J·mol-I·K
I:::..H=1783 J·mol- I 

1:::..5=5.96 J·mol-I·K- I 

74PETITE 

Cp =212 J. mol-I. K-' 

K. Value is unsmoothc 

76CON/GI 
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C6H120 (liq) 
Cyclohexanol; Cyclohexyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 100.1602 
Wiswesser Line Notation L6TJ AQ 
Evaluation B 

C6H120 (liq) 
I-Hexanal 
Heat Capacity 298.15 K, 

Temperature range 11 to 300 K. 
Entropy 298.15 K, 
Phase Changes 

88CACICOS 

9lVASIBYK 

clliq 214.94 K, aH=13330 J·mol- I 

as=62.0 J·mol-I·K- 1 

Molecular Weight 100.1602 
Wiswesser Line Notation VH5 
Evaluation A 

C6H I20 Z (liq) 79FUC 
2-Methyl-2-propyl ethanoate; tert-Butyl acetate 
Heat Capacity 298.15 K, Cp =231.0 J. mol-I. K- 1 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation lXl&l&OVI 
Evaluation B 

C6H120 z (liq) 71HALIBAL 
Methyl 2,2-dimethylpropanoate; Methyl pivalate 
Heat Capacity 297 K, Cp =223.0 J·mol-I·K- 1 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation lXl&l&VOl 
Evaluation C 

79FUC 
Methyl 2,2~dimethylpropanoate; Methyl pi val ate 

Heat Capacity 298.15 K, Cp=257.9 J·mol-I·K- I 

One temperature. 
Molecular Weight 116.1596 
Wiswe.~ser I,ine Notation 1 Xl & 1 & VO 1 

Evaluation B 

C6H 120 2 (Iiq) 36KUR/VOS 

2-Methyl-l-propyJ ethanoate: Isobutyl acetate 
Heat Capacity 290 K, Cp =240.2 J·mol-I·K- 1 

One temperature. 
Molecular Weight 116.1596 

Wiswesser Line Notation IYl&10VI 
Evaluation D 

C6HI20 2 (jiq) 86JIMIROM 
Propyl propionate; n-Propyl propanoate 
Heat Capacity 298.15 K, Cp =226.65J.mol- I.K- 1 

One tempemture. 

Molecular Weight 116.1596 
Wiswesser Line Notation 30V2 
Evaluation B 

C6H120 2 (liq) 
Propyl propionate; n-Propyl propanoate 
Heat Capacity 298.38 K, 

Temperature range 294 to 367 K. 
datum. 

Molecular Weight 116.1596 
Wiswesser Line Notation 30V2 
Evaluation B 

C6H 120 2 (Jiq) 
Ethyl butanoate; Ethyl butyrate 
Heat Capacity 297.2 K, 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation 3V02 
Evaluation C 

C6H 120 2 (Jiq) 
Ethyl butanoate; Ethyl butyrate 
Heat Capacity 297.2 K, 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation 3V02 
Evaluation C 

C6H 120 2 (liq) 
Ethyl butanoate; Ethyl butyrate 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation 3V02 
Evaluation D 

C61I1202 (liq) 

Ethyl butanoate; Ethyl butyrate 
Heat Capacity 298.15 K, 

One temperature. 
MoleculAr Weight 116.1596 

Wiswesser Line Notation 3V02 
Evaluation B 

C6H 120 2 (Jig) 
n-Butyl acetate; n-Butyl ethanoate 
Heat Capacity 292.5 K, 

One temperature. 

Molecular Weight 116.1596 
Wiswesser Line Notation 40V 1 
Evaluation C 

C6H120 2 (liq) 
n-Butyl acetate; n-Butyl ethanoate 
Heat Capacity 292.5 K, 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation 40V 1 
Evaluation C 

87ZABfHYN 

Cp =229.00 J.mol- 1• K- 1 

U nsmoothed experimental 

33KOUUDO 

34KOLlUD02 

36KURNOS 

79PUC 

33KOLIUDO 

34KOL/uD02 
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C6H 120 2 Oiq) 
n-Butyl acetate; n-Butyl ethanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation 40Vl 
Evaluation B 

C6H 120 2 Oiq) 
n-Butyl acetate; n-Butyl ethanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation 40V 1 
Evaluation B 

C6H 120 2 Oiq) 
n-Butyl acetate; n-Butyl ethanoate 
Heat Capacity 298.35 K, 

Temperature range 294 to 364 
datum. 

Molecular Weight 116.1596 
Wiswesser Line Notation 40V 1 
Evaluation B 

(\;H120 Z (liq) 
Methyl pentanoate; Methyl valerate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation 4VOI 
Evaluation B 

C6H 120 2 (liq) 
Methyl pentanoate; Methyl valerate 
Heat Capacity 298.15 K, 

One temperl'ltnre. 

Molecular Weight 116.1596 
Wiswesser Line Notation 4VOI 
Evaluation B 

C6H 120 2 (liq) 
Hexanoic acid; n-Caproic acid 
Heat Capacity 298 K, 

Temperature range 292 to 483 K. 
Molecular Weight 116.1596 
Wiswesser Line Notation QV5 
Evaluation D 

TClli1hYI..!JUI1Yli111-2-llICllti1l1U) 

79FUC 

86JIMIROM 

87ZABIHYN 

Cp =228.1l J·mol-1·K- 1 

K. Unsmoothed experimental 

7QFIJC' 

88PINIBRA 

1881REI 

76BON/CER 

Heat Capacity 298.15 K, Cp =222 J·mol-I·K- 1 

One temperature. 
Molecular Weight 116.1596 
Wiswesser Line Notation T60TJ B 1 Q 
Evaluation B 

(C6H120 2S)n (c) 
I-Hexene poJysulphone 
Heat Capacity 298.15 K, 
. Temperature range 20 to 300 K. 
Entropy 298.15 K, 
Molecular Weight 148.2196 
Wiswesser Line Notation 
Evaluation A 

62DAIlEVA 

C6H120 3 (liq) 83SANICI 
2-Ethoxyethanol acetate 
Heat Capacity 298.15 K, Cp =376 J. mol-I. K- I 

Temperature range 273.15 to 323.15 K. C/(kJ.kg-I.K
=0.009426T+0.036. 

Molecular Weight 132.1590 
Wiswesser Line Notation 1 VO 1 02 
Evaluation D 

C"HI10 1 (liq) 1881R 
2,4,6-Trimethyl-l ,3,5-trioxane; Paraldehyde 
Heat Capacity 298 K, C p = 250.2 J. mol-I. K-

Temperature range 293 to 400 K. 
Molecular Weight 132.1590 
Wiswesser Line Notation T60 CO EOTJ BID 1 F 1 
Evaluation D 

C6H120 3 (Jiq) 39P} 
2,4,6-Trimethyl-l ,3,5-trioxane; Paraldehyde 
Heat Capacity 306.6 K, Cp =254.0 J. mol-I. K-

One temperature. 
Molecular Weight 132.1590 
Wiswesser Line Notation T60 CO EOTJ Bl Dl Fl 
Evaluation C 

C6H120 3 Oiq) 69CLE/MEl 
2,4,6-Trimethyl-l ,3,5-trioxane; Paraldehyde 
Hf'l'It rl'l[ll'lcity ?QR 1'" K. C

p
=2573 J. mol-I. K-

Temperature range 80 to 310 K. 
Entropy 298.l5K, S=289.4J:mol- I ·K- ' 

Extrapolation belbw 80 K, 61.1 J·mol-I·K- l . 

Phase Changes 
c,IV/c,III 

c,IIIIc,II 

142.7 K, 

147.5 K, 

b..H=257.7 J. mo\-I 
b..S=1.81 J·mol-I·K
b..H=773.1 J·mol- I 

b..S=5.24 J·mo\-I·K-
b..H and b..S of transition for c,II1c,I at 230.3 K has been added iT 

b..H and b..S of fusion at 285.7 K. 
c,l/liq 285.7 K, b..H=13520 J·mo\-I 

b..S=47.32 J. mol-I. K 
Molecular Weight 132.1590 
Wiswesser Line Notation T60 CO EOTJ BID 1 Fl 
Evaluation B(Cp),C(S) 

C6H120 6 (c) 
meso-Inositol 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 180.1572 

82LIAlCl 

Wiswesser Line Notation L6TJ AQ BQ CQ DQ EQ FQ 
Evaluation B 
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90BARlDEL C6H 120 6 (c) 
myo-Inositol 
Phase Changes 

clliq 496.9 K, IlH=47900 J. mol- t 

IlS=96.4 J. mol-t. K- t 

Molecular Weight 180.]572 
Evaluation A 

03MAG 

Fructose 
Heat Capacity 298 K, Cp ==208.0 J.mol-t·K- t 

One temperature. Cp given as 0.276 cal·g-t.K- t. 

Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ BIQ CQ DQ EQ -A&DE 

-B&BC 
Evaluation D 

C6H 120 6 (c) 81KAWINIS 

Fructose(D) 
Heat Capacity 300 K. C p == 231 J. mol- t . K- t 

Temperature range 270 to 325 K. Cp given as 1.28 J.g-1·K- 1 at 

300 K. 
Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ B1Q CQ DQ EQ -A&DE 

-B&BC 
Evaluation B 

C6H I20 6 (c) 89FINIFRA 
Fructose(D) 
Heat Capacity 300 K, Cp =201 J·mol- J· K- t 

One temperature. T(glass)=286 K. 
Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ BIQ CQ DQ EQ -A&DE 

-B&BC 
Evaluation B 

C 6H 120 6 (c) 03MAG 
a-Glucose(D); Dextrose 
Heat Capacity 298 K, Cp ==235.9 J. mol- J· K- J 

One temperature. Cp given as 0.313 cal·g-t·K- J. 

Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 

-B&DF 

Evaluation D 

C6H I20 6 (c) 

a-Glucose(D); Dextrose 

Heat Capacity 300 K, 

Temperature range 20 to 287 K. 
Molecular Weight 180.1572 

22SIM 

Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 
-B&DF 

Evaluation B 

29PARJKEL 
a-Glucose(D): Dextrose 
Heat Capacity 298.1 K, Cp =21 1.3 J·mol-I·K- 1 

Extrapolation below 90 K, 55.23 J. mol -I. K -I. 

Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BO CO DO EO FlO -A&BCE 

-B&DF 
Evaluation C 

C6H 120 6 (c) 
a-Glucose(D); Dextrose 

34PARfTHO 

Heat Capacity 298 K, Cp =220.9 J·mol- I ·K- t 

Temperature range 273 to 318 K. Curve given also for undercooled 
liquid. 

Phase Changes 
clliq 414 K, 

Molecular Weight 180.1572 

IlH=31420 J·mol- t 

IlS=75.9 J·mol- 1·K-1 

Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 
-B&DF 

Evaluation B 

C6H 120 6 (c) 41NELINEW 
a-Glucose(D); Dextrose 
Heat Capacity 298 K, Cp =218.0 J·mol-t·K- t 

Temperature range 0 to 60°C. Equation only. 
Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 

-B&DF 
Evaluation B 

C6H 120 6 (c) 51DOUIBAL 
a-Glucose(D}; Dextrose 
Heat Capacity 298.15 K, Cp =218.8 J·mol-I·K- 1 

Temperature range 273 to 368 K. 
Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 

-H&VF 

Evaluation B 

C6H 120 6 (c) 81KAWINIS 
a-Glucose(D); Dextrose 
Heat Capacity 300 K, Cp =222 J·mol- t ·K- 1 

Temperature range 270 to 325 K. Cp given as 1.23 J.g-1·K- J at 
300 K. 

Molecular Weight 180.1572 

Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 
-B&DF 

Evaluation H 

C6H120 6 (c) 
a-Glucose(D); Dextrose 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 180.1572 

82LIAICHE 

Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 
-B&DF 

Evaluation B 

C6H120 6 (c) 89FINIFRA 
a-Glucose(D); Dextrose 
Heat Capacity 300 K, Cp =221 J·mol-J·K- 1 

One temperature. T(glass)=312 K. 
Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 

-B&DF 
Evaluation B 
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C6H120 6 (c) 9IBOE 
a-Glucose(D); Dextrose 
Heat Capacity 298.15 K, Cp=219.19 J. mol-I. K- I 

Temperature range 7 to 347 K. 
Entropy 298.15 K, 5=209.19 J. mol-I·K- I 

Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BCE 

-B&DF 
Evaluation A 

C6H 120 6 (c) 
. a-Galactose(D) 

Heat Capacity 296.9 K, 

4 IJACIS TE 

C p =220.54 J. mol-I. 
K- I 

Temperature range 64 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=205.4 J. mol-I. K- I 

Extrapolation below 90 K, 48.95 J·mol-I·K- 1
• 

Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&BC 

-B&DEF 
Evaluation B(Cp)'C(S) 

C6H120 6 (c) 81KAWINIS 
Galactose(D) 
Heat Capacity 300 K, Cp =216 J·moJ-I·K- 1 

Temperature range 270 to 325 K. C p given as 1.20 J. g -I. K- I at 
300 K. 

Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ FI Q -A&BC 

-B&DEF 
Evaluation B 

C6H120 6 (c,I) 
Sorbose(L) 

41JAC/STE 

Heat Capacity 295.9 K, Cp =228.61 J. mol-I. K- I 

Temperature range 64 to 296 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=220.9 J·mol-I·K- I 

Extrapolation below 90 K, .50.21 J. mul- I. K- 1
• 

Phase Changes 
c,II1c,I 199.22 K, 

Molecular Weight 180.1572 

ilH=601.2 J. mol-I 
il5=3.02 J. mol-I. K- I 

Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&E 
-B&BCDF 

Evaluation 

C6H I20 6 (c) 

Mannose(D) 
81KAWINIS 

I1eat Capacity JOO K, C p -214 J·lliOl-I·K- 1 

Temperature range 270 to 325 K. C p given as 1.19 J.g-1.K- 1 at 
300 K. 

Molecular Weight 180.1572 
Wiswesser Line Notation T60TJ BQ CQ DQ EQ FIQ -A&E 

-B&CDF 
Evaluation B 

J. Phvs. Chern. Ref. Data, Val. 20, NO.1, 1996 

C6H12S (liq) 74MESIFU 
CycIopentyl-l-thiaethane; CycIopentyJ methyl sulfide 
Heat Capacity 298.15 K, Cp =I92.92J.mol- I.K-

Temperature range 10 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c,IVc,I 

c,l/liq 

c,Wliq 

165.0 K, 

169.85 K, 

169.34 K, 

Molecular Weight 116.2208 
Wiswesser Line Notation L5TJ AS 1 
Evaluation A 

!.lH=895 J·moJ- 1 

il5=5.42 J·mol-I·K- I 

ilH=9226 J·mol- I 

il5=54.32 J·mol-I·K
LlH=10104 J·mol- I 

il5=59.67 J. mol-I. K-

C6H12S (liq) 67MESITO 
CycIohexanethiol; CycIohexyl mercaptan 
Heat Capacity 298.15 K, C p = 192.63 J. mol-I. K 

Temperature range 10 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 189.64 K, 

Molecular Weight 116.2208 
Wiswesser Line Notation L6TJ ASH 

Evaluation A 

I-Bromohexane; n-Hexyl bromide 

ilH= 10000 J. mol-I 
il5=52.73 J·mol-I·K-

3IDE 

Heat Capacity 298.8 K, Cp =203.55J.mol- I.K 
Temperature range 95 to 290 K. Value is un smoothed experimen' 
datum. 

Entropy 298.15 K, 5=452.92 J·mol-1·K-
Extrapolation below 100 K, 58.12 J. mol-I. K- I. 

Phase Changes 
C/liq 188.1 K, 

Molecular Weight 165.0727 
Wiswesser Line Notation E6 
Evaluation B(C p),C(S) 

C6H13Br (liq) 
I-Bromohexane; n-Hexyl bromide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 165.0727 
Wiswesser Line Notation E6 
Evaluation B 

(C6H 12N20·HBr)n (c) 
Poly-L-lysine hydrobromide 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 209.0855 

ilH=18054 J·mol- I 

il5=95.98 J·mol-I·K-

93Sf 

91R( 

Wiswesser Line Notation I*VY4Z &EH &M*I -L 
Evaluation B 
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(C6H12NzO·HBr)n (c) 
Poly-L-lysine hydrobromide 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 209.0855 
Wiswesser Line Notation I*VY 4Z &EH &M* I -L 
Evaluation B 

C6H 13CI (liq) 
l-Chlorohexane; n-Hexyl chloride 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 120.6217 
Wiswesser Line Notation G6 
Evaluation B 

Poly-L-arginine hydrochloride 

93ROLIXEN 

93SHE 

91ROL 

Heat Capacity 300 K, C p = 236.3 J. mol-I. K- I 

Temperature range 220 to 390 K. 
Molecular Weight 192.6479 
Wiswesser Line Notation I*VY3MYUM&Z &GH &M*I-L 
Evaluation aB 

(C6H 12N40·HCl)n (c) 
Poly-L-arginine hydrochloride 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 192.6479 

93ROLIXEN 

Wiswesser Line Notation I*VY3MYUM&Z &GH &M*I-L 
Evaluation B 

C6H 131 (liq) 93SHE 
l-Tociohpxilnp: n-Hl"xyl iorlici .. 

Heat Capacity 298.15 K. Cp =222.5 J·mol-I·K- I 

One temperature. 
Molecular Weight 212.0732 
Wiswesser Line Notation 16 
Evaluation B 

C"H1"N (liq) 76CON/GIN 
2-Methylpiperidine 

Heat Capacity 298 K, Cp =205 J·moI-I·K- 1 

One temperature. 
Molecular Weight <)917')4 
Wiswesser Line Notation T6MTJ B 1 
Evaluation C 

C6H13N (Iiq) 86STE/CHI 
2-Methylpiperidine 
Heat Capacity 298.15 K, Cp =212.97 J. mol-I. K- 1 

Temperature range 10 to 380 K. 

Entropy 298.15 K. 5=243.75 J. mol-I. K- I 

Phase Changes 

c/liq 269.357 K 
Molecular Weight 99.1754 
Wiswesser Line Notation T6MTJ B 1 
Ev~uation A 

C6H 13N Oiq) 87MESrrOD 
2-Methylpiperidine 
Heat Capacity 298.15 K, Cp =212.96 J. mol-I. K- I 

Temperature range 10 to 390 K. 
Entropy 298.15 K, S=243.75 J·mol-!· K-! 

Phase Changes 
c/liq 269.357 K, dH=18583.6 J·mol- I 

Molecular Weight 99.1754 
Wiswesser Line Notation T6MTJ B 1 
Evaluation A 

C6H 13N (Jiq) 88MESrrOD 
2-Methylpiperidine 
Heat Capacity 298.150 K, C p =212.965 J·mol- I. K- I 

Temperature range 10 to 400 K. 
Entropy 298.150 K, S=243.762 J·mol-I·K- I 

Phase Changes 
c/liq 269.357 K, dH=18583.87 J. moC I 

Molecular Weight 99.1754 
Wiswesser Line Notation T6MTJ B 1 
Evaluation A 

C6H 13N (Jiq) 
4-Methylpiperidine 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 99.1754 
Wiswesser Line Notation T6MTJ D 1 
Evaluation C 

76CON/GIN 

C6H 13N (liq) 76CON/GIN 
. N-Methylpiperidine 

Heat Capacity 298 K, C p = 184.9 J. mol-I. K- I 

One temperature. 
Molecular Weight 99.1754 
Wiswesser Line Notation T6NTJ Al 
Evaluation B 

C6H13N (liq) 76CON/GIN 
Hexamethyleneiqline; Perhydroazepine 

Heat Capacity 298 K, C p = 205J . mol-I. K- I 

One temperature. 
Molecular Weight 99.1754 
Wiswesser Line Notation T7MTJ 
Evaluation C 

C6H13NO (c) 7 1 KONIWAD 
2,2,N-Trimethylpropanamide 

Heat Capacity 298.15 K. C
p
= 1 R:i .T. mol-I. K- I 

One temperature. 

Molecular Weight 115.1748 

Wiswesser Line Notation lXl&l&VMl 
Evaluation B 

71KONIWAD 
N-( 1.I-Dimethylethy1)t>thilnl1mirll": N-tl"rt-Rl1tyl~l(~l'tl1mirlE' 

Heat Capacity 298.15 K, Cp =190 ]·mol-I·K- I 

One temperature. 

Molecular Weight 115.1748 

Wiswesser Line Notation lXl&I&MVI 
Evaluation B 
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C6H13NO (liq) 71KONIWAD 
N-n-Butylethanamide; N-n-Butylacetamide 
Heat Capacity 298.15 K, Cp =236 J·mol-I·K- I 

One temperature. 
Molecular Weight 115.1748 
Wiswesser Line Notation 4MVl 
Evaluation B 

C6H13NO (Iiq) 86ZEGIBOE 
N-n-Butylethanamide; N-n-Butylacetamide 
Heat Capacity 298.15 K, Cp =236.89J·mol- I.K- 1 

One temperature. 
Molecular Weight 115.1748 
Wiswesser Line Notation 4MVI 
Evaluation B 

C6H13NO Oiq) 71 KONIWAD 
N-Methylpentanamide; N-Methylvaleramide 
Heat Capacity 298.15 K, Cp =229 J·mol-I·K- I 

One temperature. 
Molecular Weight 115.1748 
Wiswesser Line Notation 4VMI 
Evaluation B 

C6H13NO (liq) 76SKO/SUU 
N-Methylpentanamide; N-Methylvaleramide 
Heat Capacity 298.15 K, Cp =238.4 J. mol-I. K- I 

One temperature. 
Molecular Weight 115.1748 
Wiswesser Line Notation 4VMl 
Evaluation A 

C6H13N02 (liq) 
N,N-Dimethyl-L-alanine methyl ester 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 131.1742 
Wiswesser Line Notation 10VYl&Nl&1 
Evaluation B 

C6H13N02 (liq) 
N,N-Dimethylglycine ethyl ester 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 131.1742 
Wiswesser Line Notation 20VINl&1 
Evaluation B 

92VERIBEC 

92VERIBEC 

C6H13N02 (e) 37HUFIELL 
Leueine(DL); 2-Amino-4-methylpentanoic aeid(DL) 
Heat Capacity 296.6 K, C p = 194.30 J. mol-I. K- I 

Temperature range 86 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=207.1 J·mol-I·K- I 

Extrapolation below 90 K, 58.20 j·mo!-I·K- I. 
Molecular Weight 131.1742 
Wiswesser Line Notation QVYZIYl&1 -DL 
Evaluation B(C,,),C(S) 

J. pnY5. cnem. Ref. Data, VOl. 25, NO.1, 1996 

C6H13N02 (c) 63HUT/COl 
Leucine(L); 2-Amino-4-methylpentanoic acid(L) 
Heat Capacity 298.15 K, Cp =200.96 J. mol-I. K- I 

Temperature range 11 to 310 K. 
Entropy 298.15 K, S=211.79 J·mol-I·K- I 

Molecular Weight 131.1742 
Wiswesser Line Notation QVYZIYl&l -L 
Evaluation A 

C6H13N02 (e) 75SPIIWA[ 
Leucine(L); 2-Amino-4-methylpentanoic acid(L) 
Heat Capacity 298.15 K, Cp =201.4 j·mol~I·K-1 

One temperature. 
Molecular Weight 131.1742 
Wiswesser Line Notation QVYZIYl&1 -L 
Evaluation B 

C6H13N02 (c) 84GRUIBOl 
Leucine(L); 2-Amino-4-methylpentanoic acid(L) 
Phase Changes 
c,II/e,I 352 K, 6.H=200 J. mol- I 

6.S=0.57 j·mol-I·K- I 

Molecular Weight 131.1742 
Wiswesser Line Notation QVYZIYl&1 -L 
Evaluation B 

C6H13N02 (c) 89KULIKOL 
Leucine(L); 2-Amino-4-methylpentanoic acid(L) 
Heat Capacity 298 K, C p = 190.6 J. mol-I. K- I 

Temperature range 298 to 348 K. 
Molecular Weight 131.1742 
Wiswesser Line Notation QVYZIYl&1 -L 
Evaluation C 

C6H13N02 (c) 90BAD/KUJ 
Leucine(L); 2-Amino-4-methylpentanoic acid(L) 
Heat Capacity 298 K, Cp =191 j·mo[-I·K- I 

Temperature ran.ge 298, 313, 333, 348 K. 
Molecular Weight 131.1742 
Wiswesser Line Notation QVYZIYl&1 -L 
Evaluation D 

C6H 13NOz (c) 
Norleucine(L); a-Aminocaproic acid(L) 
Phase Changes 
dUc,I 389 K, 

Molecular Weight 131.1742 
Wiswesser Line Notation QVYZ4 -L 
Evaluation B 

C6H13N02 (c) 

84GRUIBOI 

6.H=110 J·mol- I 

6.5=0.28 j·mol-I·K- I 

84GRU/BO 
Norleueine(DL); a-Aminocaproie acid(DL) 
Phase Changes 
c,II/e,I 390 K, 

Molecular Weight 131.1742 
Wiswesser Line Notation QVYZ4 
Evaluation B 

6.H=4410 J·mo[-I 
6.5= 11.31 J. mol-I. K-
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C6H13N02 (e) 88 PETrrSY 
Norieueine(DL); a-Aminoeaproie aeid(DL) 
Phase Changes . -

e,II1c,I 390.4 K, 

Molecular Weight 131.1742 
Wiswesser Line Notation QVYZ4 
Evaluation A 

ilH=4200 J. mo]-I 
~S=IO.7 J·mol-I·K- 1 

C6H13N02 (e) 63HUT/COL 
2-Amino-3-methylpentanoie aeid(L); Isoleueine(L) 
Heat Capacity 298.15 K, Cp =188.28J·mo1- I.K- 1 

Temperature range II to 310 K. 
Entropy 298.15 K, 5=207.99 J·mol-I·K- I 

Molecular Weight 131.1742 
Wiswesser Line Notation QVYZY2&1 -L 
Evaluation A 

C6H13N02 (e) 
6-Aminohexanoic acid 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 131.1742 
Wiswesser Line Notation Z5VQ 
Evaluation B 

83SKO/SAB 

r6HtJNJOJ (C') 40HUFIFOX 
Citrulline(DL) 
Heat Capacity 300.8 K, Cp =232.80 J. mol-I. K- 1 

Temperature range 90 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15K, 5=254.4J·mol- 1·K- 1 

Extrapolation below 90 K, 75.94 J·mol-I·K- I. 
Molecular Weight 175.1870 
Wiswesser Line Notation ZVM3YZVQ 
Evaluation B(Cp)'C(S) 

r6HI-4 (IiI}) 
2,3-Dimethylbutane 
Heat Capacity 298.1 K, 

Temperature range 140 to 320 K. 
Molecular Weight 86.1766 
Wiswesser Line Notation 1YI&Y1&1 
Evaluation B(Cp ) 

C6HI4 (jiq) 
2.3-Dimethylbutane 
Heat Capacity 298.15 K, 

Temperature ran!!" I ~ In ~()() K 

Entropy 298.15 K. 
Phase Changes 
c.IIfc.I 136.07 K, 

c.I/lig 145.19 K. 

Molecular Weight 86.1766 
Wiswesser Line Notation I Y 1 & Y I & 1 
Evaluation A 

37STU 

c,,= 184.35 J. mol-I. K- 1 

46DOU/HUF 

CI'= 188.74 j. mol- I - K- I 

5=277.52 J·mol-1·K- t 

~H=6494 J'mol- I 

.1..\'=477') J-mnl--I.K- 1 

~H=800.8 J. mol-I 
.1S=5.52 J·mol-I·K- I 

C6HI4 (lig) 71ADNSUG 
2,3-Dimethy lbutane 
Heat Capacity 298.15 K, Cp = 189.70 J. mol-I. K- 1 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
cJIIIc,I ilH=2370 J·mo[-I 

il5=22.15 J·mol-I·K- 1 

c,I1I has residual entropy of 2.7 J. mol-- I . K -- I . 

107 K, 

c,II1c,I 136.02 K, ~H=6425 J. mo)-I 
.15=47.24 j·mol-I·K- I 

c,n stable form to 10 K; apparently has no zero point entropy. 
c,Vliq 145.04 K, ilH=793.7 j·mol- I 

ilS=5.47 J·mol-I·K- 1 

Molecular Weight 86.1766 
Wiswesser Line Notation lYI&Yl&1 
Evaluation A 

C6H14 (liq) 82WILIFAR 
2,3-Dimethylbutane 
Heat Capacity 298.15 K, Cp =188.80J.mo)-I·K- 1 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation IY1&Yl&1 
Evaluation B 

C6H14 (Jiq) 83AIC/KL'M 
2,3-Dimethvlbutane 
Heat Capacity 298.15 K, Cp =188.77 J·mol-1·K- 1 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation lYl&Yl&1 
Evaluation B 

C6H\-t (liq) 83BEN/DAR 
2,3-Dimethyl butane 
Heat Capacity 298.15 K. Cp =188_77 j·mo!-I·K- 1 

One temperature. 
Molecular Weight 86. I 766 
Wiswesser Line Notation 1 Y 1 & Y I & 1 
Evaluation B 

C6Hl-l (Iiq) 84BENIDAR 
2,3-Dimethylbutane 
Heat Capacity 298.15 K, C,,=188.67 J-moI-I·K- 1 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation 1 Y I & Y 1 & J 

Evaluation B 

C6Hl-l (Jig) 86BEl\'"IDAR3 
2,3-Dimethylbutane 
Hf'l-lf C~p~dty 298.15 K, Cp =189.0,1 J-mo!-I K--I 

One temperature . 
i\lolecular Weight 86.1766 
Wiswesser Line Notation 1 Y 1 & Y 1 & 1 
E"aluation B 
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C6Hl4 (Jiq) 
2,3-Dimethylbutane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 

Wiswesser Line Notation 1 Y 1 & Y 1 & 1 
Evaluation B 

C .. Hu Oiq) 
2,2-Dimethylbutane 
Heat Capacity 298.1 K, 

Temperature range 90 to 320 K. 

890HNlFUJ 

Cp =189.02 J·mol- I. K- I 

37STU 

Entropy 298.1 K, S=269.4J·mol- I·K- 1 

Extrapolation below 90 K, 17.76 cal· mol-I. K -I. 

Phase Changes 
c,II/c,I 

c,Uliq 

127.11 K, 

172.13 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 2X 1 & 1 & 1 
Evaluation B(Cp)'C(S) 

CfiH14 (liq) 
2,2-Dimethylbutane 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.1S K, 

Phase Changes 
c,IIUc,II 126.81 K, 

c,IUc,I 140.79 K, 

c,Uliq 174.28 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Xl&1&1 
Evaluation A 

C6HI4 (Jiq) 
2,2-Dimethylbutane 
Heat Capacity 290 K, 

Temperature range 20 to 290 K. 
Entropy 298.1S K, 

Phase Changes 
cJIUc,II 126.81 K, 

c,II/cJ 140.88 K. 

c,UJiq 174.66 K, 

Molecular weight 156.1766 

Wiswesser Line Notation 2XI&I&1 
Evaluation A 

.ilH=4581 J·mo!-I 

AS=36.04 J·mol-I·K- I 

AH=464 J·mo!-I 

AS=2.70 j·mol- I·K- 1 

46DOUIHUF 

AH=S410 j·mol- I 

A5=42.66 J·mol-J·K- J 

AH=285.3 j·mol- I 

A5=2.03 j·mol-1·K-1 

AH=S79.1 J·mol- J 

AS=3.32 j·mol-1·K- 1 

46K1LIPIT 

AH=5394 J·mo]-I 

AS=42.5 J·mol-I·K- I 

AH =283 J. mol-I 
AS=2.01 J. mol-I. K- I 

AH=S79 j·mo[-I 

A5=3.33 J. mol- J
• K- J 

C 6HI4 (liq) SOAUE/SAG 
2.2-Dimethylbutane 
Heat Capacity 300 K, C[!=191.S J·mo[-I·K- I 

Temperature range 300 to 366 K. C I' given as 0.5312 Btu(lb r- 1 

(OR) -: at 80 C F. 

Molecular Weight 86.1766 
Wiswesser Line Notation 2X I & 1 & I 

Ev~uation B 
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C6H14 (Jiq) 
2,2-Dimethylbutane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 

Wiswesser Line Notation 2Xl&I&1 
Evaluation B 

C6Hu (Iiq) 
2,2-Dimethylbutane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation 2Xl&1&1 
Evaluation B 

C6Hl4 (liq) 
2,2-Dimethylbutane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 

Wiswesser Line Notation 2X 1 & 1 & 1 
Evaluation B 

C6Hl4 Oiq) 
2,2-Dimethylbutane 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 86.1766 
Wiswesser Line Notation 2X I & 1 & I 
Evaluation B 

C6Hl4 (liq) 
2,2-Dimethylbutane 

Heat Capacity 298.1S K, 
One temperature. 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Xl&1&1 
Eyuluution A 

C6H14 (liq) 
2,2-Dimethylbutane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 

Wiswesser Line Notation 2X 1 & I & 1 
Evaluation B 

C6Hl4 (liq) 
3-MclliylpClililllC 

Heat Capacity 298.1 K, 
Temperature range 90 to 320 K. 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2& I 

Evaluation B(Cp)'C(S) 

ChHu (c) 
3-Methylpentane 
Heat Capacity 298.15 K. 

Temperature range 13 to 300 K. 
Molecular Weight 86.1766 

Wiswesser Line Notation 2Y2& I 
Evaluation A 

83AIC/KUM 

83BENIDAR 

86BENIDAR3 

88COSIHLT 

Cp=191.88 J. mol-I. K- I 

88PERJAIC 

Cp =191.88 J. mol-I. K- i 

890HNIFC. 

37STl 

46DOUIHUJ 
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C6H14 (Jiq) 73FINIMES 
3-Methylpentane 
Heat Capacity 298.15 K, C p = 190.67 J. mol- J . K- J 

Temperature range lO to 330 K. 
Entropy 298.15 K, S=292.5 J·mo}-J·K- 1 

Thermodynamic properties calculated from a Debye function at 10 
K. 

Phase Changes 
c,IIliq 110.26 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2& 1 
Evaluation A 

C6H14 (Jiq) 
3-Methylpentane 
Heat Capacity 

One temperature. 
298.95 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2&1 
Evaluation B 

~H=5303.2 J·mol- l 

~5=48.101 J 

82CZA 

C6H14 (liq) 820GUIWAT 
3-Methylpentane 
Heat Capacity 288.19 K, Cp=187.1 J·mol-J·K- I 

Temperature range 80 to 370 K. Un smoothed experimental datum. 
Heat capacity measured as a check of the calorimeter's 
performance. 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2& 1 
Evaluation B 

C6H14 (liq) 
3-Methylpentane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2& 1 
Evaluation B 

C6H14 (Jig) 
3-Methylpentane 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2& 1 
Evaluation B 

C6HI4 (liq) 
~-Mf'thylpent;Jne 

Heat Capacity 
One temperature. 

298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2& 1 
Evaluation B 

C oHJ4 (Jig) 

3-Methylpentane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2& I 
Evaluation B 

83AIC/KUM 

83BENfDAR 

84BENIDAR 

86BENIDAR3 

C6H14 (Jiq) 
3-Methylpentane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 2Y2&1 
Evaluation B 

890HNlFUJ 

C6H14 (Jiq) 37STU 
2-Methylpentane 
Heat Capacity 298.1 K, Cp =198.45J.mol-1 .K- 1 

Temperature range 90 to 320 K. 
Entropy 298.1 K, 5=292.5 J. mol-I. K- I 

Extrapolation below 90 K, 103.72 J·mol-I·K- J. 
Molecular Weight 86.1766 
Wiswesser Line Notation 3Y1&1 
Evaluation B(Cp)'C(S) 

C6H14 (liq) 
2-Methylpentane 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 119.55 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 3Yl&1 
Evaluation A 

C6H14 (liq) 
2-Methylpentane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 3Yl&1 
Evaluation B 

C(iH14 (liq) 
2-Methylpentane" . 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation 3Yl&1 
Evaluation B 

C6H14 (Jig) 
2-Methylpentane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 86.1766 
Wiswesser Line Notation 3Y1&1 
Evaluation B 

C6H14 (liq) 
')-Mpthylppnt!'lnp 

Heat Capacity 
One temperature. 

298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 3Yl&1 
Evaluation B 

46DOUlHUF 

5=290.58 J. mol- J· K- I 

ilH=6268 J. mol-I 
~5=52.43 J. mol-I. K- I 

83AIC/KUM 

83BEN/DAR 

84BEN/DAR 

86BENIDAR3 
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C6H14 (Jiq) 
2-Methylpentane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 3Yl&1 
Evaluation B 

Heat Capacity 298 K, 
Temperature range 290 to 363 K. 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation D 

890HNIFUJ 

1881REI 

C6H14 (Jiq) 30PARIHUF 
n-Hexane 
Heat Capacity 295.1 K, Cp = 19l.6 J. mol-I. K- I 

Temperature range 90 to 295 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=297.5 J. mol-I. K- 1 

Extrapolation below 90 K, 65.44 J. mol-I. K- I. 
Phase Changes 
clliq 178.6 K, AH=12581 J·mol- I 

0.5=70.44 J. mol-to K- t 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B(Cp)'C(S) 

n-Hexane 
3lHUFIPAR 

Heat Capacity Cp =193.3 J·mol-I·K- I 

Temperature range 140 to 294 K. Value is unsmoothed 
experimental datum. 

293.5 K, 

Entropy 298.1 K, S=295.4 J·mol-I·K- I 

Extrapolation below 90 K, 64.02 J. mol -I. K- I. 
Phase Changes . 
c/Jiq 177.9 K, AH= 13033 J. mol- I 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B(Cp)'C(S) 

n-Hexane 

37STU 

Heat Capacity 298.1 K, Cp =189.1 J·mol-I·K- I 

Temperature range 90 to 320 K. Hump about 262 K with abnormal 
curve to 320 K. 

Entropy 298.1 K, S=289.5 J·mol-I·K- I 

Extrapolation below 91 K. 54.68 J·mol-I·K- I. 

Phase Changes 
c/Jiq 177.90 K, i1H=12343 J·mol- I 

A5=69.38 J. mol-I. K- I 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
EYaluation BfCI')'C(S) 

C,;H t .1 (jiql 

n-Hexane 
Heat Capacity 

One temperature. 
300.7 K. 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
E\'aluation C 
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39PHI 

C6H14 (liq) 
n-Hexane 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 177.84 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (liq) 
n-Hexane 
Heat Capacity 299.8 K, 

Temperature range 80 to 200 0 F. 
Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (Jiq) 
n-Hexane 
Heat Capacity 298.15 K, 

Temperature range 298 to 325 K. 
Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation A 

C6H14 (Jiq) 
n-Hexane I 

Heat Capacity 298 K, 
Temperature range 300 to 463 K. 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (Jiq) 
n-Hexane 
Heat Capacity 

One. temperature. '. 

300 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

n-Hexane 

46DOU/HUI 

AH=13079 ]·mol- I 

6.S=73.54 J·mol-I·K- I 

51CON/SAC 

74DIA/RE]\ 

75GRIIRA~ 

79CZi 

80KAL/JEI 

Heat Capacity 297.316 K, Cp =195.64J·mol- I.K-
Temperature range 185 to 300 K. Unsmoothed 
experimental datum. 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (Jiq) 
n-Hexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

8IGRO/I]\;1 
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C6Hl4 (Jig) 
n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation A 

C,;H14 Oiq) 

n-Hexane 
Heat Capacity 298 K, 

Temperature range 298, 323 K. 
Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (lig) 
n-Hexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (lig) 
n-Hexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (lig) 
n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 Oig) 
n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

n-Hexane 

82WILIING 

82ZAR 

83AIC/KUM 

83BENIDAR 

84BENIDAR 

84BRAIPIN 

84GRIIAND 

Heat Capacity 297.32 K, Cp =196.1 J·mol-\·K-\ 
Temperature range 293 to 324 K. Unsmoothed experimental datum 
given as 2.276 kJ/kg· K. 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

85COSIPAT 
n-Hexane 
Heat Capacity 298.15 K, Cp =194.96J·mol- I.K- 1 

Temperature range 283.15, 298.15, 313.15 K. 
Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C 6H14 (liq) 

n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

n-Hexane 
86NAZIBAS2 

Heat Capacity 308.35 K, C p =203.0 J·mol-I·K- I 

Temperature range 308.35, 333.15. p=O.1 MPa. Un smoothed 
experimental datum given as 2.356 kJ/kg· K. 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (Jig) 
n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (lig) 
n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

C6H14 (lig) 
n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation A 

C6Hl~ (Jiq) 
n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

86TARJAIC 

88ANDIPAT 

88PERJAIC 

88SAlrrAN 

Cp = 195.64 J. mol-I. K- I 
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C6Hl4 (liq) 
n-Hexane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
Evaluation B 

890HNlFUJ 

C6Hl4 Oiq) 91PRU 
n-Hexane 
Heat Capacity 298.15 K, Cp =265.2 ]·morl·K- 1 

Molecular Weight 86.1766 
Wiswesser Line Notation 6H 
E"\'aluation A 

C pOiq)= 1. 1999+4.959X lO-3(TIK)-1.02177X lO-5(TIK? 
+ 1.91869X lO-8(T/K) 3 (90 to 401 K). 

C6Hl4N402 (c) 37HUFIELL 
Arginine(D) 
Heat Capacity 296.8 K, Cp =232.8 J·mol-I·K- I 

Temperature range 86 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=250.6 J·mol-I·K- I 

Extrapolation below 90 K, 73.30 J. mol-I. K- I. 
Molecular Weight 174.2022 
Wiswesser Line Notation QVYZ3MYZUM -D 
Evaluation B(Cp)'C(S) 

C6H14N402·H3P04·H20 (c) 89YANIYAN 
Arginine phosphate monohydrate(L) 
Heat Capacity 300 K, CIJ=365.53 J. mol-I. K- I 

Temperature range 290 to 350 K. 
Molecular Weight 290.2125 
Wiswesser Line Notation QVYZ3MYZUM &QPQQO &QH-L 
Evaluation B 

C6H I40 (Jiq) 33PARIHUF 
2,4-Dimethyl-3-oxapentane; Isopropyl ether 
Heat Capacity 293.1 K, Cp =216.31 ]·mol-I·K- I 

Temperature range 92 to 213 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, S=294.6 J·mol-I·K- I 

Extrapolation below 90 K, 61.30 J. mol-I. K- I. 
Phase Changes 
clliq 186.3 K, 

Molecular Weight 102,1760 
Wiswesser Line Notation 1 Yl&OY1&1 
Evaluation B(Cp)'C(S) 

~H= 11025 J. mol- l 

.1S=59.18 J·mo!-I·K- I 

C6H I40 (Jiq) 74AND/COU 

2,4-Dimethyl-3-oxapentane; Isopropyl ether 
Heat Capacity 298.15 K, Cp =216.1 J·mol- I·K- 1 

Temperature range 10 to 340 K. 
Entropy 298.15 K, S=304.6 J·mo!-I·K- I 

Phase Changes 
c/liq 187.77 K. 2:.H= 12035 J. mol-I 

ilS=64.09 J·mol-'·K- ' 
Molecular Weight 102.1760 
Wiswesser Line Notation I Yl&OY1&1 
Ev~uation A 
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93GROIROU 
2,4-Dimethyl-3-oxapentane; Isopropyl ether 
Heat Capacity 298.15 K, Cp=216.74J.mol- I.K- 1 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation lYl&OYl&l 
Evaluation B 

36EVAIEDL 
1!,l!-Dimethyl3 oxapentane; t~rt Butyl ethyl ether 

Heat Capacity 298 K, Cp =218 J·mol-I·K- I 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation 20Xl&I&1 
Evaluation C 

C6H 140 (liq) 36EVAIEDL 
3,3-Dimethyl-2-oxapentane; tert-Amyl methyl ether 
Heat Capacity 298 K, Cp =222 J·mol-I·K- I 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation 2X1&1&01 
Evaluation C 

C6H140 (liq) 
4-0xaheptane; Di-n-propyl ether 
Heat Capacity 298.15 K, 

Temperature range lO to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,VIiq 

c,lI/liq 

liq/g 

149.40 K, 

158.36 K, 

363.22 K, 

Molecular Weight 102.1760 
Wiswesser Line Notation 303 
Evaluation A 

C6H 140 -'(fiq) 
4-0xaheptane; Di-n-propyl ether 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation 303 
Evaluation B 

C6H 140 (Jig) 
?-Fthyl-l-hllt:1nol 

Heat Capacity 
One temperature. 

298.15 K, 

Molecular Weight 102.1760 
Wiswesser Line Notation Q 1 Y2&2 
Evaluation A 

C6H I40 (liq) 
2-l::thyl-l-butanol 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 102.1760 
Wiswesser Line Notation Q 1 Y2&2 
Evaluation B 

75AND/COC 

,1H=9540 ]·mol- I 

ilS=63.86 J·mol-1·K- 1 

ilH=10770 J·mol- ' 
ilS=68.01 J. mol-I. K- 1 

~H=31274 J·mol- 1 

~S=86.1O J·mol-I·K- 1 

P= 101.30 kPa 

83KIMITRE 

C p = 221.45 J. mol-I. K - ' 

85BENIDAF 

860Rl 

C,,=246.65 J. mol-I. K-
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C6H 140 (Jig) 
2-Methyl-I-pentanol 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation QIY3&1 
Evaluation B 

C6H 140 Oig) 
2-Methyl-I-pentanol 
Heat Capacity 298.15 K, 

One teinperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation QIY3&1 
Evaluation B 

C6H 140 (Jig) 
2-Methyl-l-pentanol 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 102.1760 
Wiswesser Line Notation QIY3&1 
Evaluation B 

83AICIKUM 

84BRAIPIN 

85BENIDAR 

C6H140 (Jig) 86BENIKUM 
3,3-Dimethyl-l-butanol 
Heat Capacity 298.15 K, Cp =236.08 J. mol- 1'K- 1 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation Q2XI&I&1 
EVIlJuIltion B 

C6H140 Oig) 29KEL2 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 290.01 K, C,,=232.46J·mol- 1.K- 1 

Temperature range 16 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 

Phase Changes 
c/lig 

298.15 K. 

225.8 K, 

Molpl'ullll" W"'ight 102.1760 

Wiswesser Line Notation Q6 
Evaluation B 

C(jH1.P (liq) 
I-Hexano!; n-Hexyl alcohol 
Heat Capacity 298 K. 

One temperature. 

Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation C 

S-287,4 J mol-I K-I 

AH= 15380 J. mol-I 
AS=68.11 J·mol-J·K- 1 

59HUTIBAI 

C,,=244.8 ]·mol-I·K- J 

C6Hl40 (Jiq) 79GRIIYAN 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 303.74 K, C,,=247.7 J·mol-i·K- J 

Temperature range 303 to 462 K. p=O.98 bar. 
I\lo1ecular Weight 102.1760 
Wiswesser Line Notation Q6 
Eyaluation B 

C6H140 (Jig) 81ARU 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 293.15 K, C,,=236.5 J·mol-I·K- 1 

Temperature range 273 to 533 K. p=O.l MPa. Unsmoothed 
experimental datum at 293.15 K, Cp =2.315 kJlkg·K. 

Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation B 

C6H140 (Jig) 81ARU 
I-Hexanol; n-Hexyl alcohol 
Heat Capl:lcity 293.15 K. Cp =236.5 J·mol-I·K- J 

Temperature range 293 to 393 K. p=O.1 MPa. Unsmoothed 
experimental datum given as 2.315 kJ/kg· K. Cp given from 
293.15 to 533.15 K for pressure range 10 to 60 MPa. 

Molecular Weight 102.1760 
Wi!olWP_!olSPl" I .inp Notation Q6 

Evaluation B 

C6I1140 (liq) 

I-Hexano!; n-HexyJ alcohol 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation B 

C6H 140 Oiq) 
I-Hexano!; n-Hexy! alcohol 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation B 

83BENfDAR 

84BRAlPIN 

C6H I40 (Jig) 84KALIWOY 
I-Hexanol; n-Hexy! alcohol 
Ilea! Capacity 300.007 K, C,,=249.15J·mo\-'· K -1 

Temperature range 230 to 300 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 102.1760 
Wiswesser Line Notution Q6 

Evaluation B 

C6H140 (lig) 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 298.15 K, 
Molecular Weight 102.1760 
\Viswcsscr Line Notation Qu 
Evaluation C 

84ZEG/SOM 

C6H I4U (lIq) 85COSIPAT 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 298.15 K, C,,=239.68J.mol- J.K- 1 

Temperature range 283.15, 298.15. 313.15 K. 
Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation B 
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C6H l40 (Jiq) 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation B 

C6H 140 Oiq) 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 102:1760 
Wiswesser Line Notation Q6 
Evaluation A 

C6H 140 (liq) 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation B 

860RT 

86TANrrOY 

88ANDIPAT 

C6H140 Oiq) 89VESIBAR 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 298.15 K, Cp =242.5 ]·mo)-I K- I 

Temperature range 298.15 to 318.15 K. 
Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation A 

C6H140 (liq) 9 lATRINES 
I-Hexanol; n-Hexyl alcohol 
Heat Capacity 298.15 K, Cp =243.2 J. mol-I. K- I 

Temperature range 227 to 363 K. Cp (liq)=2.37095 
-0.0851173(TIl 00) -0. 195794(T/100)2-0.00639224(TIl00)3 
1-0.0J304J9(T/I00).1 -O.008594J3(T/IOO)'i kJlkg' K. 

Molecular Weight 102.1760 
Wiswesser Line Notation Q6 
Evaluation B 

C6H140 Oiq) 860RT 
2-Methyl-2-pentanol 
Heat Capacity 298.15 K. Cp =289.03 J. mol-I. K- I 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation QX I & I &3 
Eyaluatioll D 

C(jH I40 (liq) 
3-Methyl-3-pentanol 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 102.1760 
\Viswesser Line Notation QX2&2& 1 
Evaluation B 

860RT 

C6H140 (Jig) 84BRAlPIN 
3-Methyl-3-pentanol 
Heat Capacity 298.15 K. Cp =293.38J.mol- t .K-1 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation QX2&2&1 
Evaluation B 

C6H 140 (liq). 
3-Methyl-3-pentanol 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation QX2&2& 1 
Evaluation B 

C6H 140 (Jiq) 
4-Methyl-2-pentanol 
Heat Capacity 298.15 K. 

One temperature. 

Molecular Weight 102.1760 
Wiswesser Line Notation QY1&IYl&1 
Evaluation B 

88CAC/COS 

84BRAlPIN 

C6H140 (liq) 860RT 
4-Methyl-2-pentanol 
Heat Capacity 298.15 K, Cp =272.34J.mol- t .K- 1 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation QY1&lYl&1 
Evaluation B 

C6H140 (liq) 860RT 
2-Hexanol 
Heat Capacity 298.15 K, Cp =260.34J.mol- I .K- 1 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation QY1&4 
Evaluation R 

2-lIcxunol 

Heat Capacity 298.15 K. 
One temperature. 

Molecular Weight 102.1760 
Wiswesser Line Notation QY1&4 
Evaluation B 

C6H 140 (fiq) 
3-Methyl-2-pentanol 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 102.1760 
Wiswesser Line Notation QY1&Y2&1 
Evaluation B 

C6H I40 (\iq) 
3-Hexanol 
Heat Capacity 

One temperature. 
298 K, 

l\io\ecular Weight 102.1760 

Wiswesser Line Notation QY3&2 
Evaluation B 

84BRAlPlr-.· 

76CON/GIN 
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C6H 140 (liq) 
3-Hexanol 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 102.1760 
Wiswesser Line Notation QY3&2 
Evaluation B 

C6H 140 Z Oiq) 
3,6-Dioxaoctane; 1,2-Diethoxyethane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 118.1754 
Wiswesser Line Notation 20202 
Evaluation B 

C6H I40 2 (liq) 
3,6-Dioxaoctane; 1,2-Diethoxyethane 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 118.1754 
Wiswesser Line Notation 20202 
Evaluation B 

88TANILUO 

73KUSISUU 

82VILICAS 

C6Hl40 2 Oiq) 1881REI 
4-Methyl-3,5-dioxaheptane; Acetal; 1, I-Diethoxyethane 
Heat Capacity 298 K, Cp =237.7 j·mol-I·K- I 

Temperature range 289 to 382 K. 
Molecular Weight 118.1754 
Wiswesser Line Notation 20Yl&02 
Evaluation D 

2,5-Dioxaoctane; l-n-Propoxy-2-methoxyethane 
73KUS/SUU 

Heat Capacity 298.15 K, Cp =248.9 j·mol-I·K- I 

One temperature. 
Molecular Weight 118.1754 
Wiswesser Line Notation 30201 
Evaluation B 

C6H 140 2 (liq) 590NK 

2-n-Butoxy-l-ethanol; Butylglycol; 2-n-Butoxyethano!; 
3-0xa-l-heptanol 

Heat Capacity 298.15 K, Cp """273.3 j·mol-I·K- 1 

Temperuture runge 298 tu J7J K. C p 1;;ivl;ll ct~ 65.33 l:<tI· lIIu1- 1
. 

C- I 

Molecular Weight 118.1754 
Wiswesser Line Notation Q204 
Evaluation C 

73KUS/SUU 
2-n-Butoxy-I-ethanol: Butylglycol; 2-n-Butoxyethanol; 

3-0xa-l-heptanol 
Heat Capacity 298.15 K, Cp =273.1 j·mol-I·K-- 1 

One temperature. 
Molecular Weight 118.1754 
Wiswesser Line Notation Q204 
Evaluation B 

C6H 140 2 (Jig) 78ROUIPER 
2-n-Butoxy-l-ethanol; Butylglycol; 2-n-Butoxyethanol; 
3-0xa-l-heptanol 
Heat Capacity 298.15 K, Cp =270.6 j·mo!-I·K- I 

Temperatures 278.15,283.15,298.15,313.15,328.15 K. 
Molecular Weight 118.1754 
Wiswesser Line Notation Q204 
Evaluation C 

C6H 140 2 (Jig) 
1,6-Hexanediol 
Phase Changes 
clliq 320.6 K, 

Molecular Weight 118.1754 
Wiswesser Line Notation Q6Q 
Evaluation A 

1,6 Hcxancdiol 

72GARIHUS 

I:lH=25522 j·mol- 1 

I:lS=79.61 j·mo!-I·K- I 

92STE/CHI 

Heat Capacity 298.15 K, Cp =202.9 j·mo!-i·K- 1 

Temperature range 268 to 413 K. CIR(c)=0.128T-13.72 (268 to 
315 K); CIR(liq)=0.1123T-1.91 (315 to 413 K), R=8.31451 JI 
K·mol 

Phase Changes 
clliq 315 K, 
Molecular Weight 118.1754 
Wiswesser Line Notation Q6Q 
Evaluation A 

C6H I40 3 (Jiq) 
2,5,8-Trioxanonane; Diglyme 
Heat Capacity 298.15 K, 

Temperature range 90 to 350 K. 

I:lH=22600 J. mol-I 

66BEAlCLE 

Entropy 298.15 K. 5=352.7 J·mol-I·K- 1 

Extrapolation below 90 K, 79.91 J. mol-I. K -I. 
Phase Changes 
c/lig 209.1K, I:lH=17795J·mo]-1 

Molecular Weight 134.1748 
Wiswesser Line _Notation 102020 I 
Evaluation A(Cp),C(S) 

C6H 140 3 Oiq) 
2,5.8-Trioxanonane: Diglyme 
Heat Capacity 298. 15K-

One temperature. 
Molecular Weight 134.1748 
Wiswesser Line Notation 102020 I 
Evaluation B 

Dipropylene glycol 
Heat Capacity 298 K, 

Temperature range 298, 323, 363 K. 
Molecular Weight 134.1748 

I:lS=85.1 J. mol-I. K- I 

82VILICAS 

82ZAR 

Wiswesser Line Notation QYl&lOIYQ&l 
Evaluation B 
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C6H140 3 (c) 89ZHANAN 
1,1,1-Trihydroxymethylpropane; 2-Ethyl-2-(hydroxymethyl) -1,3-
propanediol 
Heat Capacity 301.29 K Cp=213.79J·mol- I.K- 1 

Temperature range 270 to 354 K; value is unsmoothed 
experimental datum. 

Phase Changes 
clliq 333.40 K LlH=21450 J. mol- I 

LlS=64.3 J. mol-I. K- I 

Molecular Weight 134.1748 
Wiswesser Line Notation QIXIQIQ2 
Evaluation A 

C6H140 3 Oiq) 91TRE/COS 
2,5,8-Trioxanonane; Diglyme 
Heat Capacity 298.15 K, Cp =277.76 J. mol-I. K- I 

One temperature. 
Molecular Weight 134.1748 
Wiswesser Line Notation 1020201 
Evaluation B 

C6H140 4 (liq) 79STEITAM 
1,8-Dihydroxy-3,6-dioxaoctane; Triethylene glycol 
Heat Capacity 298 K, C,,=327.6 J·mol-I·K- I 

Temperature range 273 to 533 K. Temperature range 298, 323, 363 
K. 

Molecular Weight 150.1742 
Wiswesser Line Notation Q20202Q 
Evaluation B 

C6H140 4 Oiq) 82ZAR 
1,8-Dihydroxy-3,6-dioxaoctane; Triethylene glycol 
Heat Capacity 298 K, Cp =333.7 J·mol-I·K- I 

Molecular Weight 150.1742 
Wiswesser Line Notation Q20202Q 
Evaluation B 

C6H 140 6 (c) 

Sorbitol(D) 
Heat Capacity 

One temperature. 
298.15 K, 

Molp{'ular Wpight 1 R2.1 no 
Wiswesser Line Notation Q 1 YQYQ 2 -BBAA 
Evaluation B 

82LIAICHE 

90BARIDEL C6H I40 6 (c) 
Sorbitol(D) 
Phase Changes 
c/liq 366,5 K, ilH=30?OO J.mnl- I 

j,S=82.5 J. mol-I. K- I 

Molecular Weight 182.1730 
Wiswesser Line Notation QIYQYQ 2 -BBAA 
Evaluation A 

03MAG 
Mannitol 
Heat Capacity 298 K. Cp =240.1 J·mo\-I·K- I 

One temperature. C p given as 0.315 cal· g -I. K -I. 
Molecular Weight 182.1730 
Wiswesser Line Notation QIYQYQYQYQIQ -DDLL-D 
Evaluation D 

C6H 140 6 (c) 
Mannitol(D) 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 182.1730 

82LIAICHE 

Wiswesser Line Notation QIYQYQYQYQIQ -DDLL-D 
Evaluation B 

C6H140 6 (c) 03MAG 
Dulcite; Dulcitol; Galactitol 
Heat Capacity 298 K, Cp=215.7 J·mol-I·K- I 

One temperature. Cp given as 0.283 cal· g-I. K- I. 
Molecular Weight 182.1730 
Wiswesser Line Notation QIYQYQYQYQIQ -DLLD 
Evaluation D 

C6H140 6 (c) 26PARIHUF 
Dulcite; Dulcitol; Galactitol 
Heat Capacity 292.8 K, Cp =238.5 J. mol-I. K- I 

Temperature range 88 to 293 K. Value is unsmoothed experimenta 
datum. 

Entropy 298.1 K, S=247.7 J. mol-I. K- I 

Extrapolation below 90 K, 73.35 J. mol-I. K- 1• 

Molecular Wei2ht 182.1730 
Wiswesser Line Notation QIYQYQYQYQIQ -DLLD 
Evaluation B(Cp)'C(S) 

Meso form. 

C6H 140 6 (c) 29PARIKEl 
Dulcite; Dulcitol; Galactitol 
Entropy 298.1 K, 

Extrapolation below 90 K, 60.25 J·mol-I·K- 1
• Revision 0 

previous data. 
Molecular Weight 182.1730 
Wiswesser Line Notation QIYQYQYQYQIQ -DLLD 
Evaluation C 

Meso form. 

C6H 140 6 (c) 
Dulcite;' Dulcitol; Ga:Iactitol 
Phase Changes 
c/liq 460.3 K. 

Molecular Weight 182.1730 

90BARIDEI 

LlH=65100 J. mol-I 
LlS=141.4 J·mol-I·K- I 

Wiswesser Line Notation QIYQYQYQYQIQ -DLLD 

Evaluation A 

C6H 140 6 (c) 
Mannitol 

Heat Capacity 303 K, 
. Temperature range 30 to 200 0 C. 

Phase Changes 
c/liq 433.2 K, 

Molecular Weight 182.1730 

32SPAITHC 

LlH=53580 J·mo!-I 
LlS=123.7 J·mol-I·K-

Wiswesser Line Notation QIYQYQYQYQIQ -DDLL 
Evaluation B 
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C6H 140 6 (c) 26PARIAND 
Mannitol(D) 
Heat Capacity 294.1 K, Cp =236.0 J·mol-I·K- I 

Temperature range 88 to 294 K. Value is un smoothed experimental 
datum. 

Entropy 298 K, S=:lS3.1 J.mol-1.K-l 

Extrapolation below 90 K, 78.66 J. mol -I. K- I . 
Molecular Weight 182.1730 
Wiswesser Line Notation QIYQYQYQYQIQ -DDLL-D 
Evaluation B(Cp)'C(S) 

C6H 140 6 (c) 
Mannitol(D) 
Entropy 298.1 K, 

29PARIKEL 

Extrapolation below 90 K, 64.02 J. mol-I. K- I . Revision of 
previous data. 

Molecular Weight 182.1730 

Wiswesser Line Notation QIYQYQYQYQIQ -DDLL-D 
Evaluation C 

C6H 140 6 (c) 
Mannitol(D) 
Phase Changes 
c/liq 439.1 K, 

Molecular Weight 182.1730 

90BARIDEL 

ilH=56100 J·mol- I 

ilS= 127.8 J. mol-I. K- I 

Wiswesser Line Notation QIYQYQYQYQIQ -BBAA-D 
Evalmdion A 

67MESITOD 
2,4-Dimethyl-)-llIii:lpClIli1l1e, Dii:suprupyl I>ulfiue 

Heat Capacity 298.15 K, Cp =232.00j·mol- J .K- 1 

Temperature range 10 to 390 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 195.07 K, 

Molecular Weight 118.2366 
WillWP!l!ll'r Line Nohttion IY1&SYl&1 

Evaluation A 

C6H 14S (Iiy) 

4-Thiaheptane; Dipropyl sulfide 
Heat Capacity 298.15 K. 

Temperature range J 1 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 170.44 K, 

Molecular Weight 118.2366 
Wiswesser Line Notation 353 
Evaluation A 

C6HI4S (Jiq) 

I-Hexanethiol; n-Hexyl mercaptan 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 118.2366 
Wiswesser Line Notation 5H6 
Evaluation A 

ilH=10414 J·mol- I 

ilS=53.39 J·mol-I·K- 1 

61 MCCIFIN 

,:lH=12142 j·mol- I 

.H =7 1.24 j·mol-I·K- I 

66GOOIDEP 

C6H14S (Jiq) 
I-Hexanethiol; n-Hexyl mercaptan 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K, 
Phase Changes 

clliq 192.62 K, 

Molecular Weight 118.2366 
Wiswesser Line Notation SH6 
Evaluation A 

I-HexanethiQl; n-Hexyl mercaptan 

70FIN/MCC 

ilH= 18012 J. mol-I 
ilS=93.51 J·mo\-I·K- 1 

82TUT/GAB 

Heat Capacity 300 K, C,,=237.90J·mol- 1·K- 1 

Temperature range 273 to 373 K. Cp~221.21 +3.060X 1O-2T 
+ 8.343 x 1O-sT2. 

Molecular Weight 118.2366 
Wiswesser Line Notation SH6 
Evaluation B 

C6H14S2 (Jiq) 
4,5-Dithiaoctane; Dipropyl disulfide 
Heat Capacity 298.15 K. 

Temperature range 10 to 360 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 187.66 K, 

Molecular Weight 150.2966 
Wiswesser Line Notation 3SS3 
Evaluation A 

C6H1SAI (Jig) 
Triethylaluminum 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 

clliq 225.00 K, 

Molecular Weight 114.1660 
Wi~wp~~pr Linp Nnhttinn ?-AL-2&2 

Evaluation A 

C6H1SAI (liq) 
Triethylaluminum 
Heat Capacity 298.15 K, 

Temperature range 5 to 313 K. 
Entropy 29g. 15 K, 

Phase Changes 
c/liq 225.00 K, 

Molecular Weight 114.1660 

Wiswesser Line Notation 2-AL-2&2 
Evaluation A 

58HCBIDOU 

Cp =262.46 J. mol-I. K- 1 

aH=13807 J.mol- I 

ilS=73.57 J·mol-1·K- J 

84SHEINIS 

AH= 10600 J. mo]-I 
ilS'=47.11 J·mol-I·K- I 

89RABINIS 

S~308.0 J ·Ino]-I. lei 

AH= 10600 J. mol-I 
~S'=47.11 J·mol-I·K- 1 
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C6HlSAs (Jiq) 
Triethylarsine 
Heat Capacity 298.15 K, 

Temperature range 60 to 300 K. 
Phase Changes 
clliq 181.8 K, 

Molecular Weight 162.1061 
Wiswesser Line Notation 2-AS-2&2 
Evaluation B 

C6HlSB (c) 
Triethylboron 
Heat Capacity 300 K, 

Temperature range 15 to 300 K. 
Entropy 300 K, 

Below 15°. Debye extrapolation. 
Phase Changes 
c,I1liq 180.3 K, 

liq/g 300 K, 

Molecular Weight 97.9945 
Wiswesser Line Notation 2B2&2 
Evaluatiun B 

C6HlSB (c) 
Triethylboron 

72MASIFAM 

6.H=l1058 J·mol- I 

6.5=60.83 J. mol-I. K- I 

55FUR 

bH==1l853 J'mol- I 

6.5=65.7 J·mol-I·K- I 

6.H=3669 J·mol- I 

~.'S:= 122 J. mol-I. K- I 

P=56.27 mmHg 

77KOS/SAM 

Heat Capacity 298.15 K, Cp=240 J·mol-I·K- I 

Temperature range 12 to 322 K. Data calculated from equation. 
Cp =6.2328+0.17161 Tcal·mol-I·K- I. 

Entropy 298.15 K, 5=330.05 j·mol-I·K- I 

Phase Changes 
c/liq 180.21 K, 

liq/g 321.81 K 
Molecular Weight 97.9945 
Wiswesser Line Notation 2B2&2 
Evaluation B 

C6H1SBi (Jiq) 
Triethylbismuth 
Heat Capacity 298.15 K, 

6.H= 11522 J. mol-I 
6.5=63.94 J. mol-I. K- I 

89NISIRAB 

Temperature range 5 to 330 K. C p data 
state (0-94.8 K) and the supercooled 

J. mol-I. K - I 

given for the glassy 
liquid (94.8-145.8 K). 

T(glass):=94.8 K. 
Entropy 
Phase Changes 
clliq 

2lJ~.l) K. 

145.80 K, 

Molecular Weight 296.1649 

Wiswesser Line Notation 2-BI-2&2 
Evaluation A 

~""j/~.O J'mo!I' K I 

~H:=8695 J·mor- I 

.15=59.64 J. mol-I. K- I 

C6HI5CI:'I~02 (c) 63COLIHUT2 
Arginine hydrochloride(L) 
Heat Capacity 298.15 K. C/,=260.96J·mol- I·K- 1 

Temperature range II to 305 K. 
Entropy 298.15 K. 5=286.31 j·mol-I·K- I 

Molecular Weight 210.6631 
Wiswesser Line Notation QVYZ3MYZUM &GH -L 
Evaluation A 

C6HlsEr012S3·9H20 (c) 62GERIPEN 
Erbium ethylsulfate nonahydrate 
Heat Capacity 298.15 K, Cp =801.21 J·mol-1·K- 1 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 5=881.24 J·mol-I·K- I 

Molecular Weight 704.7541 
Wiswesser Line Notation WS02&O 3 .ER &QH 9 
Evaluation A 

C6HlSGa (liq) 
Triethylgallium; Gallium triethyl 
Heat Capacity 298.15 K, 

Temperature range 60 to 300 K. 
Phase Changes 
clliq 193.5 K, 

Molecular Weight 156.9045 
Wiswesser Line Notation 2-GA-2&2 

Evaluation B 

C6H lsIn (liq) 
Triethylindium 
Heat Capacity 298.15 K, 

Temperature range 60 to 300 K. 
Phase Changes 

Anomaly in specific heat at 194.8 K. 
c/liq 237.6 K, 

Molecular Weight 202.0045 
Wiswesser Line Notation 2-IN-2&2 
Evaluation B 

C6HlSLu012S3·9H20 (c) 
Lutetium ethylsulfate nonahydrate 
Heat Capacity 295 K, 

Temperature range 5 to 295 K. 
Molecular Weight 712.4611 

72MASIFAM 

bH=1l644 J·mol- I 

6.5=60.18 J. mol-I. K- I 

73MAS/NOV 

6.H=13012 j·mol- I 

6.5=54.77 J·mol-I·K- I 

60GERISPE 

Wiswesser Line Notation WS02&O 3 .LU &QH 9 
Evaluation A 

C6HlSN (Jiq) 
Triethylamine 
Heat Capacity 298 K, 

Temperature range 293 to 378 K. 
Molecular Weight 101.1912 
Wiswesser Line Notation 2N2&2 
Evaluation D 

C6HISN (Jiq) 
Triethylamine 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 101.1912 
Wiswesser Line Notation 2N2&2 
Evaluation B 

C6H1SN (Jiq) 
Triethylamine 
Heat Capacity. 

One temperature. 
298.15 K, 

Molecular Weight 101.1912 
Wiswesser Line Notation 2N2&2 
Evaluation B 

1881RE 

85HEP/KOC 

93GROIROl 
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01KAH 

Dipropy lamine 
Heat Capacity Cp =252.6 J. mol-I. K- I 

Temperature range 294.15 to 403.15 K. Heat capacity is an 
average value over the temperature range. 

Molecular Weight 101.1912 
Wiswesser Line Notation 3M3 
Evaluation D 

C6HlSN (Jiq) 
I-Aminohexane; n-Hexylamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 101.1912 
Wiswesser Line Notation Z6 
Evaluation B 

C6HlSN3 Oiq) 
N-(2-Aminoethyl)piperazine 
Heat Capacity 333 K. 

Temper!lture range 333 to 473 K 

Molecular Weight 129.2046 

71KONIWAD 

88BOB/KAM 

Wiswesser Line Notation T6M DNTJ D2Z 
Evaluation D 

82MlN/SAB 
Triethanolamine 
Heat Capacity 298.15 K, Cp =389 J·mol- I·K- I 

One temperature. C p given as 2.6 J. K- I . g -I. 
Molecular Weight 149.1894 
Wiswesser Line Notation Q2N2Q2Q 
Evaluation C 

Yttrium ethylsulfate nonahydrate 
62GERJPEN 

Heat Capacity 298.15 K, Cp =799.40J.mol- I.K- 1 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 5=853.84 J·mol-I·K- I 

Molecular Weight 626.4000 
Wiswesser Line Notation WS02&O 3 .Y &QH 9 
Evaluation A 

C6H 1SSb (Jiq) 
Triethylstibine: Triethylantimony 
Heat Capacity 298.15 K. 

Temperature range 60 to 300 K. 
Phase Changes 
cfliq 153.9 K. 

Molecular Weight 208.9345 
Wiswesser Line Notation 2-SB-2&2 
Elaluatiull B 

73MAS/NOV 

~ff=9452 J. mol I 

.15=61.42 J·mol-I·K- I 

82WHIISTA 
Tetrachlorobis-(2-propeneammonium) cadmium II 
Heat Capacity 298.15 K, Cp =362.8 J·mol-I·K- I 

Temperature range 10 to 300 K. 
Entropy 298.15 K. 
Phase Changes 
c.IIVc.!I 

c.IIIc.l 

206.9 K. 

266.7 K. 

Molecular Weight 370.4278 

5=497.0 J. mol-I. K-- I 

..'lH=2140 j·mol- I 

..'l5=7.87 J. mol-I. K- I 

..'lH=2000 j·mol- I 

..'l5=7.87 J·mol-I·K- 1 

Wiswesser Line Notation Z2U I 2 -CD- G4 
Evaluation A 

85 NURJB ER 
Triacetamide nitrate 
Heat Capacity 298.15 K, Cp =383.0 J. mol-I. K- I 

Temperature range 60 to 330 K. 
Entropy 298.15 K, 5=443.8 J·mol-I·K- I 

Phase Changes 
c/liq 337 K 
Molecular Weight 240.2156 
Wiswesser Line Notation ZVl 3 &WNQ 
Evaluation A 

C6H 16Si2 (Jiq) 73DZHlGUS 
Tetramethyldisiletan; Tetramethy Idisilacyclobutane; 
1,1,3,3-Tetramethyl-l ,3-disilacyclobutane 
Heat Capacity 

Temperature range 12 to 300 K. Cp data only in complete paper 
deposited at VINITI, No. 5024-72, 3 Nov 1972. 

Entropy 298.1.5 K, S=296.27 J. mol- 1
• K- 1 

Phase Changes 
clliq 266.02 K, 

Molecular Weight 144.3634 

~H=10259 J'mol- I 

~5=38.56 J. mo]-J· K- I 

Wiswesser Line Notation T4-SI-C-SI-TJ Al At CI Cl 
Evaluation B 

C6H 16Si2 (c) 75GUS/KAR 
Tetramethyldisiletan; Tetramethyldisilacyclobutane; 
1,1,3,3-Tetramethyl-l ,3-disilacyclobutane 
Heat Capacity 298.15 K, Cp =216.94J.mol- I.K- 1 

Temperature range 10 to 300 K. Data given graphically. 
Entropy 298.15 K, 5=296.27 J. mol-I. K- I 

Phase Changes 
c/liq 

liq/g 

266.02 K, 

390.93 K, 

Molecular Weight 144.3634 

~H=10259 J·mol- I 

~5=38.58 J. mol-I. K- I 

~H=39480 J·mol- I 

~5=91.34 J. mol-I. K- I 

Wiswesser Line Notation T4-SI-TJ Al Al Cl Cl 
Evaluation B 

C6H17BeF4N306 (c) 
Triglycine fluoroberyllate 

79LOIlOSB 

Heat Capacity·' 300 K, Cp =412.8 J·mol-I·K- I 

Temperature range 294 to 340 K. Cp given as 0.316 cal·g- I. 
K- I . 

Molecular Weight 312.2226 
Wiswesser Line Notation ZIVQ 3 &H2 .BE F4 
Evaluation B 

C6H17BeF4N306 (c) 81 LOIlKOS 
Trig\ycine fluoroberyllate 
Heat Capacity 308 K, Cp =444 J. mol- J. K- J 

One temperature. C o(3S °C)=0.34 cal·g-l.oC- I. 
Molecular Weight 312.2226 
Wiswesser Line Notation Zl VQ 3 &H2 .BE F4 
Evaluation B 

C6HI,BeF4N306 (c) 
Triglycine fluoroberyllate 
Phase Changes 

81LOI/KOS2 

c,lIfc,I 345 K, ~H=1254 J·mol- i 

~5=3.63 J·mol-I·K- I 

Ferroelectric transition . 
Molecular Weight 312.2226 
Wiswesser Line Notation Zl VQ 3 &H2 .BE F4 
Evaluation C 
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C6H17N3010S (c,II) 
Triglycine sulfate 
Heat Capacity 

68AGUfTEL 

Cp data only graphically. Temperature range 12 to 60°C. 
Phase Changes 
c,II!c,I 322 K, t:..H= 1079 J. mol- I 

LlS=3.26 J·mol-I·K- 1 

Molecular Weight 323.2804 
Wiswesser Line Notation ZIVQ 3 &WSQQ 
Evaluation C 

C6H17N30lOS (c) 
Triglycine sulfate 

75CAMIGON 

Heat Capacity 300 K, 
Temperature range 100 to 400 K. 
estimated from graph. 

Cp =420 J·mol-I·K- 1 

Data given graphically; C p 

Phase Changes 
c,IIJc,I 322.55 K, LlH:::o614 J·mol- 1 

t:..S=1.9 J. mol-I. K- 1 

Molecular Weight 323.2804 
Wiswesser Line Notation ZlVQ 3 &WSQQ 
Evaluation Cp(V); Phase change(B) 

C6H17N30IOS (c) 79LOI/OSB 
Triglycine sulfate 
Heat Capacity 300 K, C p =407 J·mol-I·K- 1 

Temperature range 294 to 340 K. C p =0.301 cal. g -I. K- 1• 

Phase Changes 
c,lI/c,l LlH=622 J·mol- I 

No terp.perature given. 
Molecular Weight 323.2804 
Wiswesser Line Notation ZIVQ 3 &WSQQ 
Evaluation B 

C6H17N30 IOS (c) 80RAMICER 
Triglycine sulfate 
Heat Capacity 322 K, Cp =426.7 J·mol-I·K- 1 

Temperature 322 K. One temperature near the critical temperature. 
Phase Changes 
c,lI/c,I 322 K 

Specific heat anomaly at 322 K equal to 0.28 J. g -I. K- 1
• 

Molecular Weight 323.2804 
Wiswesser Line Notation ZI VQ 3 &WSQQ 
Evaluation A 

C6H17N30toS (c) 8 1 LOI/KOS 
Triglycine sulfate 
Heat Capacity 308 K, Cp =419 J·mol-I·K- I 

One temperature. Cp(35 °C)=0.31 ca!·g-l.oC- I. 
Molecular Weight 323.2804 
Wiswesser Line Notation ZIVQ 3 &WSQQ 
Evaluation B 

83GULIPOL 
Triglycine sulfate-triglycine selenate 
Heat Capacity 303 K, Cp =461 J·mol-I·K- 1 

One temperature. Cp =I.26 J.g-I·C- I. 
Molecular Weight 365.4850 
Wiswesser Line Notation ZIVQ 3 &WSQQ-&ZlVQ 3 
&W-SE-QQ 
Evaluation C 

TGSO.lO-TGSeO.90 

Triethylamineborane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 115.0249 
Wiswesser Line Notation 2N2&2 &BHHH 
Evaluation B 

C6HlSBN (liq) 
Triethylamineborane 
Heat Capacity 298.15 K, 

Temperature range 10 to 310 K. 
Entropy 298.15 K, 
Phase Changes 

67SMIIGOO 

70FINITOD 

C/liq 269.48 K, t:..H= 14906.3 J. mol- I 

LlS=55.32 J·mol-I·K- I 

Molecular Weight 115.0249 
Wiswesser Line Notation 2N2&2 &J3HHH 
Evaluation A 

82VOR/YAK 
Hexamethylphosphoramide; Hexamethylphosphoric triamide 
Heat Capacity 298.15 K, Cp =321.3 J·mol-I·K- I 

Temperature range 297.15 to 299.15 K. Cp given as 1.793 J. 
K-1.g- l . 

Molecular Weight 179.20'15 
Wiswesser Line Notation OPN1&I&Nl&I&Nl&1 
Evaluation B 

C6HlSN4 (liq) 
Triethylenetetramine 
Heat Capacity 333 K, 

Temperature range 333 to 473 K. 
Molecular Weight 146.2350 
Wiswesser Line Notation Z2M2M2Z 
Evaluation D 

C6H1SOSi2 (liq) 
Hexamethy Idisi10xane 
Heat C'ilpacity '298.15 K, 

Temperature range 12 to 371 K. 
Entropy 298.15 K, 
Phase Changes 

88BOB/KAM 

6lSCO/MES 

c/liq 204.93 K, t:..H= 11921.9 J. mol-I 
LlS=58.18 J. mol-I. K- I 

Molecular Weight 162.3786 
Wiswesser Line Notation l-SI-l&I&O-SI-l&I&1 
Evaluation A 

C6H1SOSi2 (liq) 86DZHlKUL 
Hexamethyldisiloxane 
Heat Capacity 298.15 K, Cp =311.4 J·mol- I·K- I 

Temperature range 4 to 300 K. Cp (\iq)=275.5-3..J. 
48X 1O-2T+21.7 x 1O- IT2 (204 to 375 K). 

Entropy 298.15 K, S=433.8 J. mol-I. K- I 

Phase Changes 
clliq 204.93 K, .:lH=11920 J·mol- I 

Molecular Weight 162.3786 
Wiswesser Line Notation l-SI-l&I&O-SI-l&I&1 
Evaluation A 
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C6HlS03Si3 (liq) 77 KULIDZH2 
Hexamethylcyclotrisiloxane 
Heat Capacity 

Temperature range 12 to 350 K. Data deposited in VINITI, No. 
987-77, 14 March 1977. Includes C p ,S, /).H phase transitions. 

Molecular Weight 222.4629 
Wiswesser Line Notation T6-SI-0-SI-0-SI-OTJ Al Al Cl Cl El 
El 
Evaluation C 

C6HlS03Si3 (c) 82KULIDZH 
Hexamethylcyclotrisiloxane 
Heat Capacity 298.15 K, Cp =360.0 J·mol-I·K- 1 

Temperature range 4.2 to 370 K. Data given graphically except for 
data at 298.15 K. 

Entropy 
Phase Changes 
c,IIliq 

298.15 K, 

335.22 K, 

Molecular Weight 222.4629 

/).H= 16611 J. mol- l 

/).5=49.5 J·mol-I·K- 1 

Wiswesser Line Notation T6-SI-0-SI-0-SI-OTJ Al Al CI CI EI 
El 

Evaluation B 

C 6II1SSiz (liq) 

Hexamethyldisilane 
59SUG/SEK 

Heat Capacity 295.67 K, Cp =255.89J.mol- I.K- 1 

Temperature range 200 to 300 K. Value is unsmoothed 
experimental datum. 

Phase Changes 
c,lIIc,I 

c,IIliq 

221.8 K, 

287.7 K, 

Molecular Weight 146.3792 

;).H=9750 J·mol- l 

/).5=43.96 J. mol-I. K- 1 

/).H=3017 J·mol- l 

/).5= lO.49 J. mol-I. K- 1 

Wiswesser Line Notation l-SI-l&I-SI-l&l&1 
Evaluation B 

C6H2oCdCl4Nz (c) 81WHIIORA 
Tetrachlorobis-(n-propylammonium) cadmium II 
Heat Capacity 298.15 K, C p =380.3 J·mol-I·K- 1 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IV/c.III 105.5 K, 

cJIVcJI 156.8 K. 

l:.UA:.l 178.7 K. 

Molecular Weight 374.4594 

AH=1472 J·mol- 1 

;).5=13.96 J·mo]-I·K- 1 

!1H=598 J. mol-I 
~5=3.85 J. mol-I. K- 1 

tlH -1021 J'1I1U1-
1 

!1S=6.15 J·mol-1·K- 1 

Wiswesser Line Notation Z3H 2. -CD- 04 
Eyaluation A 

C6H20CI~MnN2 (c) 75BOC! ARR 
Tetrachlorobis-(n-propylammonium) manganese II 
Phase Changes 
c.IV/cJII 323 K, .!1H=67."2 J·mol- I 

!15=0.22 J·mol-I·K- 1 

c. III/c.I I 383 K. 

c.IIIc.I 445 K. 

Molecular Weight 316.9874 

.!1H=14.4 J·mol- I 

.!1S=0.036 J·mol-I·K- 1 

.!1H=5.3 J. mol-I 

.!15=0.1"2 J·mol-I·K- 1 

Wiswesser Line Notation Z3H "2 -MN- 04 
Evaluation A 

C6H2oCl4MnN2 (c) 81WHIIORA 
Tetrachlorobis-(n-propylammonium) manganese II 
Heat Capacity 298.15 K, Cp =391.2 J. mol-I. K- 1 

Temperature range lO to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 112.8 K, 

c,IVc,I 164.3 K, 

Molecular Weight 316.9874 

fl.H=586 J'mol- l 

fl.5=5.48 J·mol-I·K- 1 

fl.H=498 J. mol- l 

;).5=3.31 J·mol-I·K- 1 

Wiswesser Line Notation Z3H 2 -MN- 04 
Evaluation A 

C6HzoCl4NzPb (c) 91CHAlCOU 
Bis(propylammonium) tetrachloroplumbate(II) 
Phase Chanees 
c,IVc,I 339.5 K, ;).H=3250 J. mol- l 

Molecular Weight 469.2494 
Wiswesser Line Notation ZH&3 2 -PB- 04 
Evaluation B 

9 1 ROMILAU 
Bis(propylammonium) tetrachloroplllmhHte(TT) 
Phase Changes 
c,IV/c,III 

c,IlIlc,Il 

c,IVc,I 

340 K, 

371 K, 

406 K, 

Molecular Weight 469.2494 

/).H=3730 J. mol-I 
;).5=11 J·mol-I·K- I 

;).H=220 J. mol-I 
;).5=0.59 J. mol-I. K- I 

;).H=250 J·mol- I 

;).5=0.61 J·mol-I·K- I 

Wiswesser Line Notation ZH&3 2 -PB- 04 
Evaluation B 

C6HzoCl4NzPb (c) 92ROMILAU 
Bis(propylammonium) tetrachloroplumbate(II) 
Phase Changes 
c,IV/c,III 340 K, fl.H=3730 J. mol-I 

c,IlIlc,Il 371 K, 

c,lIIc,I 406 K, 

Molecular Weight 469.2494 

fl.5=1l J·mol- I·K- I 

;).H=220 J·mol- I 

;).5=0.59 J. mol-I. K- I 

!1H=250 J·mol- I 

;).5=0.61 J. mol-I. K- I 

Wiswesser Line Notation 3ZH 2 -PB- 04 
Evaluation A 

81MEKlKAR 
Hexamethylcyclotrisila7ane 
Heat Capacity 298.15 K, Cp =428.0 J·mol-I·K- I 

Temperature range 13 to 390 K. Data given graphically. 
Entropy 298.15 K, 5=460J·mol- I·K- 1 

Phase Changes 
clliq 254.4 K, 

Molecular Weight 219.5085 

/).H= 15171 J. mol-I 
;).5=61.38 J. mol-I. K- I 

Wiswesser Line Notation T6-SI-M-SI-M-SI-MTJ Al Al CI CI EI 
EI 
Evaluation A 

J. Phys. Chern. Ref. Data, Vol. 25. No.1, 1996 
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C6012Ce2 (c) 85GALIDWO 
Cerium{III) oxalate 
Heat Capacity 418 K, Cp =499.2 J·mol-I·K- I 

Temperature range 298 to 773 K. Cp =3.2177XIOI-{1.9668 
X 1O-I)T+{4.0732XIO- I)T2-(2.7686XI0- I)T3 J·K-I.g- I over 
the temperature range 418 to 538 K. 

Molecular Weight 544.2888 
Wiswesser Line Notation OVI 3 .CE 2 
Evaluation B 

C7FS Oiq) 
Octafluorotoluene; Perfluorotoluene 
Heat Capacity 298.15 K, 

Temperature range 10 to 315 K. 
Entropy 298.15 K, 
Phase Changes 
c!llq 207.69 K, 

Molecular Weight 236.0642 

74ANDIMAR 

dff=1l490J'mol l 

115=55.32 J. mol-I. K- 1 

Wiswesser Line Notation FXFFR BF CF DF EF FF 
Evaluatiun A 

C7FS (liq) 75PAU 
Octafluorotoluene; Perfluorotoluene 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 5=360.1 J·mol- I·K- I 

Phase Changes 
clliq 207.62 K, I1H=11581 J·mol- I 

Molecular Weight 236.0642 
Wiswesser Line Notation FXFFR BF CF DF EF FF 
Evaluation A 

C7F14 Oiq) 57YARIKAY 
Perfluoromethylcyclohexane 
Heat Capacity 298 K, Cp =353.1 J·mol-I·K- I 

Temperature range 298 to 373 K. Equation only. 
Molecular Weight 350.0546 
Wiswesser Line Notation L6TJ AXFFF AF BF BF CF CF DF DF 
EF EF FF FF 
Evaluation B 

C7F I6 (Jiq) 510LIIGRI 
Perftuoroheptane; Hexadecaftuoroheptane 
Heat Capacity 300 K, Cp =419.47 J. mol-I. K- I 

Temperature range 18 to 310 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,! 

c,I1liq 

180.45 K, 

221.86 K, 

Molecular Weight 388.0514 

5=561.80 J. mol-oj. K- I 

I1H=6670.6 J·mol- I 

!J.5=36.97 J·mol-I·K- 1 

!J.H=6947.2 J. mol-I 
!J.5=31.31 J. mol-I. K- I 

Wiswesser Line Notation FXFFXFFXFFXFFXFFXFFXFFF 
Evaluation A 

57YARIKAY 
Perft uoroheptane; Hexadecafl uoroheptane 
Heat Capacity 298 K, Cp =411.3 J·mol-I·K- I 

Temperature range 298 to 373 K. Equation only. 
Molecular Weight 388.0514 
Wiswesser Line Notation FXFFXFFXFFXFFXFFXFFXFFF 
Evaluation B 

C7F 16 (liq) 83CAMIDLA 
Perfluoroheptane; Hexadecafluoroheptane 
Heat Capacity 293 K, Cp =322.2 J·mo1- I·K- 1 

Interpolated data. 
Molecular Weight 388.0514 
Wiswesser Line Notation FXFFXFFXFFXFFXFFXFFXFFF 
Evaluation C 

C7H3Fs (liq) 
2,3,4,5,6-Pentafluoroto1uene 
Heat Capacity 298.15 K, 

Temperature range 10 to 376 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 70.3 K, 

c,IIIc,I 243.35 K,' 

Molecular Weight 182.0927 

68COUIHAL: 

!J.H=210.3 J. mol-I 
!J.5=2.94 J. mol-I. K- I 

I1H=12990 J'mol- 1 

I1S=53.38 J. mol-I. K- I 

Wiswesser Line Notation FR BF CF DF EF Fl 
Evaluation A 

C7H3Fs (liq) 
2,3,4,5,6-Pentafluoroto1uene 
Heat Capacity 298.15 K, 

Temperature range 12 to 305 K. 
2538-71,20 Jan 1971. 

Entropy 298.15 K, 
Phase Changes 
clliq 243.7 K, 

71PAl 

Cp =231.12 J. mol-I. K

Data deposited VINITI, No 

!J.H=13280 J·mol- 1 

!J.S=54.49 J. mol-I. K- J 

Transition 0.3 K below mp, I1H is sum of transition and fusion. 
Molecular Weight 182.0927 
Wiswesser Line Notation FR BF CF DF EF Fl 
Evaluation A 

C7H4CINO (liq) 65 ZALIKOC 
m-Chlorophenylisocyanate 
Heat Capacity 294.2 K, Cp = 187.0 J. mol-I. K- J 

Temperature range 294, 323 K. 
Molecular Weight 153.5677 
Wiswes'ser Line Notation OCNR CG 
Evaluation C 

C7H4CINO (e) 65ZALIKOC 
p-Chlorophen y lisoeyanate 
Heat Capacity 282 K, Cp =210.9 J·mol-1·K- 1 

Temperature range 273 to 290 K. Mean value. 
Molecular Weight 153.5677 
Wiswesser Line Notation OCNR DG 
Evaluation c 

Thiophene chromium triearbonyl 
78POM/CHl 

Heat Capacity 298.15 K, Cp =193.0 J·mol-J·K- J 

Temperature range 120 to 300 K. Data given graphicall: 
C p = 71.02 - 4.41 X 1O- IT+4.6IXlO-3T2-5.96xIO-6T 
J·mol-I·K- I (l05 to 130 K; 245 to 300 K). Cp value calculatet 
from equation. 

Phase Changes 
e,II1e,I 185 K, 

Molecular Weight 220.1628 

!J.H= 1650 J. mol-I 
!J.5=8.95 J·mol-I·K- I 

Wiswesser Line Notation T5S<PJ </>-CR- CO 3 
Evaluation C (C p), A (Phase changes) 
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78POMlCHH 
Selenophene chromium tricarbonyl 
Heat Capacity 298.15 K, Cp =272.9 J. mol-I. K- I 

Temperature range 125 to 337 K. Data given graphically. 
Sp= 116.8+2.69X 10-1T+ 1.48 X 1O-3T2-2.08x 1O-6T3 J. 
mol-I. K- I (125 to 337 K). Cp value calculated from equation. 

Molecular Weight 267.0628 
Wiswesser Line Notation T5-SE-4>J 4>-CR- CO 3 
Evaluation C (Cp )' A (Phase changes) 

81CHHIPOM 
Selenophehe chromium tricarbonyl 
Heat Capacity 298.15 K, Cp =272.9 J. mol-I. K- I 

Temperature range 80 to 300 K. Data given graphically. 
Cp = 116.8+2.69X 1O- IT+ 1.48 X 1O-3T2-2.08x-6T3 J. mol-I. 
K- I. C p value calculated from equation. 

Molecular Weight 267.0628 
Wiswesser Line Notation T5-SE-4>J 4>-CR- CO 3 
Evaluation B 

C7H4Cr03Te (c) 78POM/CHH 
Tellurophene chromium tricarbonyl 
Heat Capacity 298.15 K, 

Temperature range 124 to 326 K_ Data given graphic ally_ 

Cp =96.85+ 1.67 X 1O- IT+2.44X 1O-3T2-3.19X 1O-6T3 J ·mol- I 

·K- I (124 to 326 K). Cp value calculated from equation. 
Molecular Weight 315.7028 
Wiswesser Line Notation T5-TE-4>J 4>-CR- CO 3 
Evaluation C (Cp )' A (Phase changes) 

81CHHIPOM 
Tellurophene chromium tricarbonyl 
Heat Capacity 298.15 K, Cp =278.7 J·mol-I·K- I 

Temperature range 80 to 300 K. Data given graphically. 
Cp =96.85+ 1.67 X 1O- IT+2.44x 1O-3T2-3.19X 1O-6T3 J·mol- I 

. K -I. C p value calculated from equation. 
Molecular Weight 315.7028 
Wiswesser Line Notation T5-TE-4>J 4>-CR- CO 3 
Evaluation B 

81LEBIRYA 
3 -Trifluoromethyl nitrobenzene 

Heat Capacity Cp =224.0 J·mol-1·K- 1 

Temperature range 298 to 373 K. Data given over temperature 
range. 

Molprlll~r Wpight lC)1.10c)3 

Wiswesser Line Notation WNR CXFFF 
Evaluation B 

78POM/CHH 
Azacymantrene; Pyrroyl manganese tricarbonyl 
Heat Capacity 298.15 K, C p =236.3 J·mol-1·K- 1 

Temperature range 124 to 293 K. Data given graphically. 
C,,= 172.3-1.16T+7.86x 1O-3T2-l.09x 1O-5T3 J. mol-I. K- I 

(124 to 150 K; 240 to 293 K). C p value calculated from equation. 
Phase Changes 
c.IIIc.I 150-240 K, j,H =702 J. mol-I 

~S=3.55 J·mol-I·K- 1 

Molecular Weight 205.0515 
Wiswesser Line Notation T5N4>J 4>-MN- CO 3 
Evaluation C (Cp )' A (Phase changes) 

83CHHlPOM 
Azacymantrene; Pyrroyl manganese tricarbonyl 
Heat Capacity 298.15 K, Cp =216.2 J·mol-I·K- I 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,Wc,I 

c,IIliq 

305 K, 

315.5 K, 

Molecular Weight 205.0515 

6.H= 1910 J. mol-I 
6.5=6.3 J·mol-I·K-1 

6.H=1301O J·mol-1 

6.5=41 J·mol-I·K- I 

Wiswesser Line Notation T5N4>J 4>-MN- CO 3 
Evaluation A 

87FERIPIL 
2-Bromobenzoic acid 
Heat Capacity 298.15 K, Cp =153.8 J·mol-I·K- I 

One temperature. Value given as Cp =0.765 J·K-I.g- I
• 

Molecular Weight 201.0193 
Wiswesser Line Notation QVR BE 
Evaluation C 

C7HsBrOz (c) 87FERIPIL 
3-Bromobenzoic acid 
Heat Capacity 298.15 K, C p -151.4 J mol- 1 K-I 

One temperature. Value given as Cp =0.753 J·K-I.g- I . 

Molecular Weight 201.0193 
Wiswesser Line Notation QVR CE 
Evaluation C 

4-Bromobenzoic acid 
87FERIPIL 

Heat Capacity 298.15 K, Cp =151.4 J·mol-I·K- I 

One temperature. Value given as Cp =0.753 J·K-I.g- I. 
Molecular Weight 201.0193 
Wiswesser Line Notation QVR DE 
Evaluation B 

C7HsCIO Oiq) 
Benzoyl chloride 
Heat Capacity 298 K, 

Temperature range 290 to 417 K. 
Molecular Weight 140.5689 
Wi1iWe1iSel- Lim: NvlalivII GVR 

Evaluation D 

C7HsCI02 (c) 
2-Chlorobenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 200 0 C. 
Phase Changes 
c/liq 413.4 K, 

Molecular Weight 156.5683 
Wiswesser Line Notation QVR BG 
Evaluation C 

C7H5C102 (c) 
2-Chlorobenzoic acid 
Phase Changes 
c/liq 414.10 K, 
Molecular Weight 156.5683 
Wiswesser Line Notation QVR BG 
Evaluation A 

1881REI 

26ANDILYN 

6.H=25730 J·mo!-I 
6.5=62.2 J·mol-1·K- 1 

91SABIHIR 

6.H=26290 J. mol-I 
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C,HsCI02 (c) 
3-Chlorobenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 205 DC. 
Phase Changes 
clliq 427.4 K, 

Molecular Weight 156.5683 
Wiswesser Line Notation QVR CG 
Evaluation C 

C,HsCI02 (c) 
3-Chlorobenzoic acid 
Phase Changes 
clliq 427.83 K, 
Molecular Weight 156.5683 
Wiswesser Line Notation QVRCG 
Evaluation A 

C-THsCIOz (c) 
4-Chlorobenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 265 DC. 
Phase Changes 
clliq 512.9 K, 

Molecular Weight 156.5683 
Wiswesser Line Notation QVR DG 
Evaluation C 

C7HsCI02 (c) 
4-Chlorobenzoic acid 
Phase Changes 
clliq 513.53 K, 
Molecular Weight 156.5683 
Wiswesser Line Notation QVR DG 
Evaluation A 

C7HsCl3 Oiq) 
Benzotrichloride; a, a, a-Trichlorotoluene 
Phase Changes 
c,IIliq 235.99 K, 

Molecular Weight 108.1396 
Wiswesser Line Notation GXGGR 
Rvalnation A 

C7HSF3 (liq) 
Bcnzotriftuoridc; IX, a, a-Triftuorotolucnc 

E. S. DOMALSKI AND E. D. HEARING 

26ANDILYN 

<1H=23850 J·mol- I 

<1S=55.8 J·mol-I·K- I 

91SABIHIR 

<1H=22000 J·mol- I 

?fiANnITYN 

<1H=32260 J. mol- I 

<1S=62.9 J·mol-I·K- I 

91SABIHIR 

<1H=34260 J. mol- I 

87GOAIBOE 

AH= 13950 J. moI- 1 

<1S=59.11 J. mol-I. K- I 

59SCOIDOU 

C,HsI02 (c) 
4-Iodobenzoic acid 
Phase Changes 
clliq 544.74 K, 
Molecular Weight 248.0198 
Wiswesser Line Notation QVR DI 
Evaluation A 

C,HsN (liq) 
Benzonitrile 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 260.33 K, 

Molecular Weight 103.1232 
Wiswesser Line Notation NCR 
Evaluation A 

C7HsN (liq) 
Benzonitrile 
Heat Capacity 298.15 K, 

Temperature range 14 to 330 K. 
Phase Changes 
c,IIliq 260.33 K, 

Molecular Weight 103.1232 
Wiswesser Line Notation NCR 
Evaluation A 

C7HsN Oiq) 
Benzonitrile 
Heat Capacity 298.15 K, 

Temperature range 25 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 260.332 K, 

Molecular Weight 103.1232 
Wiswesser Line Notation NCR 
Evaluation A 

C7HsN (liq) 
Benzonitrile 
Hpat. Capacity 298.15 K. 

One temperature. 
Molecular Weight 103.1232 
Wiswesser Line Notation NCR 
Evaluati'on B 

Heat Capacity 298.15 K, Cp = 188.45 J. mol-I. K- I 

Temperature range 12 to 365 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 244.14 K, 

Molecular Weight 146.1117 
Wiswesser Line Notation FXFFR 
Evaluation A 

<1H=13782 J·mol- I 

~S=56.45 J·mol-I·K- 1 

C7HsN (liq) 
Benzonitrile 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 260.33 K, 

Molecular Weight 103.1232 
Wiswesser Line Notation NCR 
Evaluation A 

92SABIELW~ 

<1H =33940 J. mol- I 

83BYKlLEI 

<1H=10980 J·mol- I 

<1S=42.16 J. mol-I. K- I 

84BYKlKIJ 

<1H=10980 J·mol- I 

<1S=42.16 J·mol-I·K- 1 

84LEBIBYK 

<1H= 10980 J. mol- I 

<1S=42.16 J·mol-I·K- I 

85LAIIROI 

C
p
=166.24 J. mol-I. K-

85LEBIBYl 

<1H= 10980 J. mol-I 
~S=42.16 J·mol-I·K- I 
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C7HsN Oiq) 
Benzonitrile 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 103.1232 
Wiswesser Line Notation NCR 
Evaluation B 

C7HsN Oiq) 
Benzonitrile 

85TANINAK 

87MIRISHA 

Heat Capacity 298.15 K, Cp =161.1 J·mol-I·K- I 

Temperature range 273 to 453 K. Unsmoothed experimental datum 
given as 1.496 kJ/kg·K at 293 K. Cp (Iiq)=1.2396 +8.7XlO-5 

T/K +3.3333X 10-6 T2IK2 kJ/kg· K (273 to 453 K). 
Molecular Weight 103.1232 
Wiswesser Line Notation NCR 
Evaluation C 

C7HsNO (c,I) 
Ren7.oxa7.o]e 

92STE/CHI4 

Heat Capacity 298.15 K, ) Cp = 141.59 J. mol-I. K- 1 

Temperature range 5 to 650 K. CpOiq, 298.15 K)=178.50 J/K 
. mol. C p value for the liquid at 298.15 K was calculated with 
graphically extrapolated data. 

Entropy 298.15 K, S=148.95 J·mol-I·K- 1 

S(Iiq, 298.15 K)=203.91 JIK· mol. S value for the liquid at 298.15 
K was calculated with graphically extrapolated data. 

Phase Changes 
c,II1c,I 247.0 K, 
c,IIliq 302.505 K, 
Molecular Weight 119.1226 
Wiswesser Line Notation T56 BN DOJ 
Evaluation A 

C7HsNO (liq) 
Phenyl isocyanate 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 119.1226 
Wiswesser Line Notation OCNR 
Evaluation A 

~H=18.29 J·mol- l 

~H=16784 J·mol- l 

93STE/CHI2 

26AND 
2-Nitrobenzoic acid 
Heat Capacity Cp =190.0 J·mol-I·K- 1 

Temperature range 110 to 344 K. Value is unsmoothed 
297.9 K, 

experimental datum. 
Molecular Weight 167.1208 
Wiswesser Line Notation WNR BVQ 
Evaluation C 

C7H5NO" (c) 

2-Nitrobenzoic acid 
Heat Capacity 298 K. 

Temperature range 22 to 240°C. 
Phase Changes 
c/liq 419.0 K. 

Molecular Weight 167.1208 
Wiswesser Line Notation WNR BVQ 
Evaluation C 

26ANDILYN 

~H=27990 j·mol- l 

.15=66.8 J·mol-I·K- 1 

C7HsN04 (c) 41SAT/SOG 
2-Nitrobenzoic acid 
Heat CapaCity 323 K, Cp =202.1 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 167.1208 
Wiswesser Line Notation WNR BVQ 
Evaluation C 

Same data in 40SAT/SOG2. 

26AND 
3-Nitrobenzoic acid 
Heat Capacity Cp =179.9 J·mol-I·K- I 

Temperature range 110 to 344 K. Value is unsmoothed 
297.9 K, 

experimental datum. 
Molecular Weight 167.1208 
Wiswesser Line Notation WNR CVQ 
Evaluation C 

C7HsN04 (c) 
1-Nitroh~n7.()i~ R~irl 

Heat Capacity 298 K, 
Temperature range 22 to 225 ° C. 

Phase Changes 
clliQ 414.3 K. 

Molecular Weight 167.1208 
Wiswesser Line Notation WNR CVQ 
Evaluation C 

3-Nitrobenzoic acid 

26ANDILYN 

AH=19330 j·mol- I 

~S=46.7 J. mol-I. K- I 

41SAT/SOG 

Heat Capacity 323 K, Cp =201.7 J. mol-I. K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 167.1208 
Wiswesser Line Notation WNR CVQ 
Evaluation C 

Same data in 40SAT/SOG2. 

C7HsN04 (c) 
3-Nitrobenzoic aeid 
Phase Changes 
c/liq 411 K, 

Temperature from graph. 
Molecular Weight 167.1208 
Wiswesser Line Notation WNR CVQ 
Evaluation A 

90RAIIMAN 

A H =? 1400 J. mol- l 

AS=51.6 J. mol-I. K- 1 

26AND C7H~NO" (c) 
4-Nitrobenzoic acid 
Heat Capacity Cp = 182.8 j. mol-I. K- 1 

Temperature range 110 to 344 K. Value is unsmoothed 
297.9 K, 

experimental datum. 
Molecular Weight 167.1208 
Wiswesser Line Notation WNR DVQ 
Evaluation C 
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C7HsN04 (c) 
4-Nitrobenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 245 0c. 
Phase Changes 
c/liq 512.4 K, 

Molecular Weight 167.1208 
Wiswesser Line Notation WNR DVQ 
Evaluation C 

4-Nitrobenzoic acid 

26ANDILYN 

I1H=36900 J·mor- I 

115=72.0 J. mol-I. K- I 

41SAT/SOG 

Heat Capacity 323 K, Cp =197.9 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 167.1208 
Wiswesser Line Notation WNR DVQ 
Evaluation C 

Same data in 40SAT/SOG2. 

C7HsN04 (c) 
4-Nitrobenzoic acid 
Phase Changes 
clliq 512.35 K, 

Molecular Weight 167.1208 
Wiswesser Line Notation WNR DVQ 
Evaluation C 

72BOOIHAU 

I1H=36900 ]·mo!-I 
115=72.0 J·mol-I·K- I 

C7HsNS (Jiq) 36KURIVOS 
Phenyl isothiocyanate 
Heat Capacity 290 K, Cp = 186.2 J. mol-I. K- I 

One temperature. 
Molecular Weight 135.1832 
Wiswesser Line Notation SCNR 
Evaluation D 

C7HsNS (Jiq) 
Benzothiazole 
Heat Capacity 298.15 K, 

Temperature range 25 to 325 K. 
Entropy 298.15 K, 
Phase Changes 
c/Jiq 275.596 K, 

Molecular Weight 135.1832 
Wiswesser Line Notation T56 BN DSJ 
Evaluation A 

C7HsNS (Jiq) 
Benzothiazole 
Heat Capacity 298.15 K, 

Temperature range 5 to 325 K. 
Entropy 298.15 K. 
Phase Changes 
c/]iq 275.60 K, 

Molecular Weight 135.1832 
Wiswesser Line Notation T56 BN DSJ 
Evaluation A 

68GOUIWES4 

I1H=12782 J·mo[-I 

115=46.40 ]·mol-I·K- 1 

69GOU/WES 

Cp = 189.54 J. mol-I. K- 1 

!lH=12782 J·mo]-I 
~S=46.38 J·mo]-I·K- I 

C7HsNS (Jiq) 
Benzothiazole 
Heat Capacity 298.15 K, 

Temperature range 5 to 445 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,l 245.0 K, 
c,I/Iiq 275.651 K, 
Molecular Weight 135.1832 
Wiswesser Line Notation T56 BN DSJ 
Evaluation A 

2,4,6-Trinitrotoluene 
Heat Capacity 293 K, 

Temperature range 90 to 352 K. 
Molecular Weight 227.1330 

92STE/CHIL 

I1H=37.4 J. mol- I 

I1H= 12591 J. mol- I 

24TAY/RIl' 

Wiswesser Line ~otation WNR B 1 CNW ENW 
Evaluation C 

C7HsN30 6 (c,II) 71CHIITHC 
2,4,5-Trinitrotoluene; y-TNT 
Heat Capacity 313.2 K, Cp=312 J·mol-I·K- I 

Temperature range 313 to 333 K. At 313.2 K, C" of c,I is 248 
·mol-I·K- I. 

Phase Changes 
c,lIlc,I 

c,l/liq 

c,IIIliq 

319.2 K, 

376.2 K, 

347.2 K, 

Molecular Weight 227.1330 

I1H=5700 J·mo]-I 
Ll5=18 J·mol-l·K- 1 

LlH=24700 J. mol-oj 

Ll5=66 J·mo]-I·K- 1 

LlH= 13300 J. mol- I 

Ll5=38 J·mol-l·K- 1 

Wiswesser Line ~otation WNR B I DNW ENW 
Evaluation C 

91YIN/Ul 
2,4,6-Trin itrotoluene 
Heat Capacity 298 K, Cp =243.3 J·mol-I·K-- I 

Temperature range 290 to 345 K. C" value reported at 298 K i 
1.07-t Jig· K. 

Molecular Weight 227.1330 
Wiswesser Line Notation WNR B 1 CNW ENW 
Evaluation tl 

C7H5N,Og (c) 24TAYIRC 
2.4.6-Trinitrophenylmethyl nitramine; Tetryl; N-Methyl-2A.6, 
N-tetranitroaniline 
Heat Capacity 293 K, Cp =260.7 J. mol-I. K- 1 

Temperature range 90 to 370 K. 
Molecular Weight 287.1452 
Wiswesser Line Notation WNN I &R BNW DNW FNW 
Evaluation C 

C7H5NsOs (e) 71HA 
2.4.6-Trinitrophenylmethyl nitramine; Tetryl; N-Methyl-2,4,6. 
N-tetranitroaniline 
Phase Changes 
clliq 400.5 K, LlH =25857 J. mor- I 

Molecular Weight 287.1452 
Wiswesser Line Notation WNN I &R BNW DNW FNW 
Eyaluation C 
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C7HsNsOs (c) 73KRl1LIC 
2,4,6-Trinitrophenylmethyl nitramine; Tetryl; N-Methyl-2,4,6, 
N-tetranitroaniline 
Heat Capacity 298 K, Cp =302.1 J·mol-I·K- 1 

Temperature range 200 to 403 K. Equation only. 
Phase Changes 
clliq 402.6 K, 

Molecular Weight 287.1452 

I1H=22930 J·mol- 1 

115=57.0 J·mol-I·K- 1 

Wiswesser Line Notation WNNI&R BNW DNW FNW 
Evaluation C 

C7HsN 50s (c) 91 YINILIU 
2,4,6-Trinitrophenylmethyl nitramine; Tetryl; N-Methyl-2,4,6-N
tetranitroaniline 
Heat Capacity 298 K, Cp =290.9 J·mol-I·K- 1 

Temperature range 290 to 345 K. CD value reported at 298 K is 
1.013 J/g.K. 

Molecular Weight 287.1452 
Wiswesser Line Notation WNNl&R BNW DNW FNW 
Evaluation B 

C7H6FS03 (Jiq) 80LEBIDOB 
B is- (tetrafl uoropropy 1 )carbonate 
Heat Capacity 298.15 K, Cp=389.87 J·mol-I·K- 1 

Temperature range 12 to 360 K. Data given in tables and by 
equations. 

Entropy 
Phase Changes 
c,Uliq 

298.15 K, 

253.35 K, 

Molecular Weight 290.1098 

I1H=41049 J·mol- I 

115=162.0 J·mol-1·K- 1 

Wiswesser Line Notation IXFFXFF&O 2V 
Evaluation A 

87JIMfROU 
Benzimidazole 
Heat Capacity 298.15 K, C,,=128.8 J·mol-I·K- 1 

One temperature. C" given as 1.09 J. K -I. g -I. 
Molecular Weight 118.1378 
Wiswesser Line Notation T56 BM DNJ 
Evaluation B 

C7H6N2 (c) 

Indazole 
Heat Capacity 298.15 K, 

One temperature. Cp given as 1.09 J. 
Molecular Weight I 18.1378 
Wiswesser Line Notation T56 BMNJ 
Evaluation B 

2,-1--Dinitrotoluene 

87Jl~fROU 

64DAV 

Heat Capacity 325 K. C,,=255 J·mol-I·K- 1 

Temperature range 298 to 3-1-0 K. Mean value. Temperature range 
uncertain. 

Phase Changes 
C/liq 3-1-5 K. 

Temperature not measured. 
l\lolecular Weight 182.1354 

")'H=20900 j. mor I 

.H=61 j·mol-!·K-- I 

Wiswesser Line Notation WNR B 1 ENW 
Evaluation 0 

90FINIPAY C7H6N20 4 (c) 
2,6-Dinitrotoluene 
Heat Capacity 305 K, C,,=217 J·mol-I·K- 1 

Temperature range 305 to 365 K. Unsmoothed mexperimental 
datum. 

Phase Changes 
cfliq 

c,form AIliq. 
340 K, 

Molecular Weight 182.1354 

IlH=19280 J·mol- I 

Wiswesser Line Notation WNR B I CNW 
Evaluation A 

Data given in the solid and liquid state for form A. 

90FINIPAY 
2,6-Dinitrotoluene 
Heat Capacity 305 K, C,,=224 J·mol-I·K- 1 

Temperature range 305 to 365 K. Unsmoothed experimental 
datum. 

Phase Changes 
c/liq 

c,form B/liq. 
340 K, 

Molecular Weight 182.1354 

IlH=16070 J·mol- I 

Wiswesser Line Notation WNR B I CNW 
Evaluation A 

Data given in the solid and liquid state for form B. 

C7H 60 Oiq) 
Benzaldehyde 
Heat Capacity 

One temperature. 
302.4 K, 

Molecular Weight 106.1238 
Wiswesser Line Notation VHR 
Evaluation C 

C7H60 Oiq) 
Benzaldehyde 
Heat Capacity 

One temperature. 
302.3 K, 

Molecular Weight 106.1238 
Wiswesser Line Notation VHR 
Evaluation C 

C7H 60 (liq) 
Benzaldehyde 
Heat Capacity 298.15 K, 

Temperature range 13 to 425 K. 
Entwpy 298.13 K, 

Phase Changes 
c/liq 216.02 K, 

Molecular Weight 106.1238 

Wiswesser Line Notation VHR 
Evaluation A 

C7H 60 2 (c) 

Benzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 200°C. 
Phase Changes 
clliq 395.0 K, 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation C 

34KOLfUDO 

34KOLfUD02 

I)AMtl/CUN 

3=221.2 J. mol-I. K- I 

~H=9320 J. mo]-I 

115=43.14 J·mol-I·K-- I 

26ANDILYN 

~H=I7320 j·mol- I 

~5=43.8 j·mol- I. K-- I 
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33PARIHUF 
Benzoic acid 
Heat Capacity 295.1 K, Cp=145.lOJ·mo1- I.K- 1 

Temperature range 93 to 295 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=170.7 J·mol-I·K- I 

Extrapolation below 90 K, 59.25 J. mol-I. K- I. 
Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation B(Cp),C(S) 

Benzoic acid 
39SAT/SOG2 

Heat Capacity 323 K, Cp =160.2 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation C 

Same data in 40SAT/SOG. 

C7H60 2 (c) 
Benzoic acid 
Heat Capacity 298.15 K, 

Temperature range 13 to 410 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 395.52 K, 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation A 

C7H60 2 (c) 

Benzoic acid 
Heat Capacity 298.15 K, 

Temperature range 14 to 410 K. 
Phase Changes 
clliq 395.52 K, 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation A 

C7H60 2 (c) 

Benzoic acid 
Heat Capacity 298.15 K. 

Temperature range 80 to 300 K. 
Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation A 

C7H60 2 (c) 

Benzoic acid 
Heat Capacity 298.15 K, 

Temperature range 20 to 298 K. 
Entropy 298.15 K. 
l\Iolecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation B 

51FURIMCC 

Cp =146.81 J. mol-I. K- I 

S= 167.59 J. mol-I. K- I 

~H=18000 J·mol- 1 

~S=45.51 J. mol-I. K- I 

53GINIFUR 

~H=18006 J·mol- I 

~S=45.52 J. mol-I. K- I 

56POP/KOL 

C,,= 149.79 J. mol-I. K- I 

57DAV/STA 

C7~02 (c) 
Benzoic acid 
Heat Capacity 298.15 K, 

Temperature range 22 to 310 K. 
Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation A 

Benzoic acid 

62KOLISEF 

64DA' 

Heat Capacity 340 K, Cp =130 J·mol-I·K- I 

Temperature range 298 to 373 K. Mean value. Temperature rang 
uncertain. 

Phase Changes 
clliq 395 K, 

Temperature not measured. 
Molecular Weight I?? 1 ?i? 

Wiswesser Line Notation QVR 
Evaluation D 

Benzoic acid 

~H=17400 J·mol- I 

~S=44 J·mol-I·K- I 

65SUG/SEI 

Heat Capacity 299.99 K, Cp =147.14J.mol- I.K-
Temperature range 13 to 300 K. Value is unsmoothed experiment, 
datum. 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation A 

Benzoic acid 
Heat Capacity 

One temperature. 
Phase Changes 

413 K, 

c/liq 395 K, 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation C 

Benzoic acid 

67PA< 

~H=16230 J·mol- I 

~S=41.l J·mol-I·K- 1 

69JU 

Heat Capacity 298.15 K, Cp=167.40J·mol- I.K-
As check on system. Only value at 298 K given. 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation B 

C7H60 2 (c) 
Benzoic acid 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation B 

Benzoic acid 

71KON/SC 

C p = 146.~U J. mol I. K 

74MOS/MOl 

Heat Capacity 301 K, C p =149 J·mol-I·K- 1 

One temperature, ~ T=5 K. Value ±: 5 J. mol-I. K- 1
• 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation B 
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C7H60 2 (c) 

Benzoic acid 
Heat Capacity 299.62 K, 

Temperature range 12 to 304 K. 
Molecular Weight 122.1232 

Wiswesser Line Notation QVR 
Evaluation A 

C 7H 001, (c) 

Benzoic acid 
Heat Capacity 298.15 K, 

Temperature range 6 to 341 K. 
Entropy 298.15 K, 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 

Evaluation A 

C,H60 2 (c) 
Benzoic acid 

Phase Changes 
c,I/1iq 395.527 K, 

Molecular Weight 122.1232 

Wiswesser Line Notation OVR 
Evaluation A 

Benzoic acid 

75TATIMAT 

76ARV/FAl 

80AND/CON 

LlH=18062 J·mol- I 

Ll5=45.67 J·mol-I·K- I 

82MORIMAT 

Heat Capacity 296.29 K, C p = 146.23 J. mol-I. K- I 

Temperature range 13 to 355 K. NBS SRM 29. 

Molecular Weight 122.1232 
Wiswesser Line Notation QVR 
Evaluation A 

C7H60 Z (c) 
Benzoic acid 
Heat Capacity 298.15 K, 

Temperature range 20 to 300 K. 
Molecular Weight 122.1232 

Wiswesser Line Notation QVR 
Evaluation A 

C7H60 2 (c) 

Benzoic acid 

Phase Changes 

liq/g 

c/g 

335 K, 

298.15 K. 

Molecular Weight 122.1232 

Wiswesser Line Notation QYR 

Evaluation A 

Benzoic acid 

80SHAlLYU 

88TORIBAR 

LlH=87450 J·mo!-I 

~5=261.0 j·mol-1·K- 1 

6.H=89230 J·mol- I 

6.5=299.3 J·mol-I·K- I 

92S0R/KAJ 

Heat Capacity 298.902 K. CI'= 147.03 J. mol-· I . K- I 

Temperature range 15 to 305 K. Unsmoothed experimental datum. 

Molecular Weight 122.1232 

Wiswesser Line Notation QYR 

Evaluation A 

93KAJrrOC 
Benzoic acid 
Heat Capacity 300 K, Cp = 147.78 J. mol-I. K- I 

Temperature range 19 to 312 K. Unsmoothed experimental datum. 
Entropy 298.15 K, S=165.71 J·mol- I ·K- 1 

Molecular Weight 122.1232 

Wiswesser Line Notation QVR 
Evaluation A 

C,H60 Z (Iiq) 07WAL 
2-Hydroxybenzaldehyde; Salicylaldehyde 

Heat Capacity 291 K, Cp =222 J. mol-I. K- I 

One temperature. 

Molecular Weight 122.1232 
Wiswesser Line Notation YHR BQ 

Evaluation D 

C,H60 3 (c) 34PARILIG 
Salicylic acid; o-Hydroxybenzoic acid 

Heat Capacity 288.6K, Cp =159.4J·mol- I.K- I 

Temperature range 96 to 289 K. Value is unsmoothed experimental 

datum. 
Entropy 298.15 K, S= 178.2 J. mol-I. K- 1 

Extrapolation below 90 K. 57.32 J. mol-I. K -I. 
Molecular Weight 138.1226 
Wiswesser Line Notation QVR BQ 

Evaluation B(Cp)'C(S) 

C,H60 3 (c) 40CAM/CAM 
Salicylic acid; o-Hydroxybenzoic acid 
Heat r.apacity 291 K C p =1042 J.mol-I.K-r 

One temperature. 
Molecular Weight 138.1226 
Wiswesser Line Notation QVR BQ 
Evaluation C 

C,H60 3 (c) 86RAB/SHE 
Salicylic acid; o-Hydroxybenzoic acid 

Heat Capacity 298.15 K, Cp =160.9 J·mol-I·K- I 

Temperature range 5 to 460 K: 
Entropy 298.15 K, 5=172.4 J·mol-I·K- I 

Phase Changes 
C/liq 431.8 K, 

Molecular Weight 138.1226 
Wiswesser Line Notation QYR BQ 
Evaluation A 

C7H~O~ (c) 

Salicylic acid; o-Hydroxybenzoic acid 
Phase Changes 

c/liq/g 433 K 
c/liq 

c/g 298.15 K 
Molecular Weight 138.1226 
Wiswesser Line Notation QYR BQ 
Evaluation B 

6.H=24600 J. mol- r 

6.5=56.9 J. mol-i. K- I 

93SAB/LE 

6.H= 18200 J·mol-or 

~H=96270 j·mol- I 
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34PARILIG 
m-Hydroxybenzoic acid 
Heat Capacity 288.4 K, Cp =157.3 J·mol-I·K- I 

Temperature range 94 to 288 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=I77.0 J·mol-I·K- I 

Extrapolation below 90 K, 56.48 J. mol-I. K- I. 
Molecular Weight 138.1226 
Wiswesser Line Notation QVR CQ 
Evaluation B( C p),C(S) 

C7H 60 3 (c) 
m-Hydroxybenzoic acid 
Phase Changes 
c/liq/g 475 K 
c/liq 
c/g 298.15 K 
Molecular Weight 138.1226 
Wiswesser Line Notation QVR CQ 
Evaluation B 

p-Hydroxybenzoic acid 

93SABfLE 

I1H=26200 J·mol- I 

I1H=124990 J·moI- 1 

34PARILIG 

Heat Capacity 283.8 K, Cp =155.2 J·moI-I·K- 1 

Temperature range 95 to 284 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=175.7 J·mol-I·K- I 

Extrapolation below 90 K, 55.35 J. mol-I. K- I. 
Molecular Weight 138.1226 
Wiswesser Line Notation QVR DQ 
Evaluation B(Cp)'C(S) 

C7H60 3 (c) 
p-Hydroxybenzoic acid 
Phase Changes 

c/g 298.15 K 
Mo.eculllr Weight 138.1226 

Wiswesser Line Notation QVR DQ 
Evaluation B 

93SABfLE 

~H=1I4050 J·mol- I 

C7H60 J (c) 81LEBIRYA 
3,4-Dihydroxybenzaldehyde 
Heat Capacity Cp =205.7 J·mo\-I·K- I 

Temperature range 298 to 413 K. Data given over temperature 
range. 

Molecular Weight 138.1226 
Wiswesser Line Notation VHR CQ DQ 
Evaluation B 

C,H,Cl (liq) 31 SMII AND 
Benzyl chloride; a-Chlorotoluene; Phenylchloromethane 
Heat Capucity 298.5 K, C,,-182.4 J mol-I K- I 

Temperature range 102 to 299 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 126.5853 
\Vio;;we .... er Line Notation G 1 R 

Evaluation 

C7H,F (Jiq) 
2-Fluorotoluene 

Phase Changes 
c/liq 

C 

110.65 K. 

:\Iolt'clliar \Veie;ht 110 1 ~07 

Wiswesser Line Notation FR B I 
Evaluation A 

90MEVfLIC 

~H =9800 J. mol-I 

~S =46.0]· mol-I. K- 1 

C,H7F (Jiq) 
3-Fluorotoluene 
Phase Changes 
C/liq 183.95 K, 

Molecular Weight 110.1307 
Wiswesser Line Notation FR Cl 
Evaluation A 

C7H7F (Jiq) 
4-Fluorotoluene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 110.1307 
Wiswesser Line Notation FR D I 
Evaluation B 

C,H7F (Jiq) 
4-Fluorotoluene 
Heat Capacity 298.15 K, 

Temperature range 13 to 361 K. 
Entropy 298.15 K, 
Phase Changes 
c/Jiq 216.49 K, 

Molecular Weight 110.1307 
Wiswesser Line Notation FR D 1 
Evaluation A 

90MEVfLH 

I1H=8300 J·mo\-I 
I1S=45 J·mol-I·K- I 

62GOOfLA 

62SCO/ME 

AH=9351 ]·mol- I 

I1S=43.19 ]·mol-I·K-

C7H,F (Iiq) 90MEV IL 
4-Fluorotoluene 
Heat Capacity 298.15 K, C p=173.7 J'mol-I'K-

Temperature range 216 to 298 K. Cp(liq)= 164.969+0.35( 
J·mol-I·K- I (-57 to 25°C). 

Phase Changes 
clIiq 215.55 K, 

Molecular Weight 110.1307 
Wiswesser Line Notation FR D 1 
Evaluation A 

Benzamide 

I1H=8800 J. mo\-I 
,1.5=41 J. mol-I. K- 1 

90STE/C 

Heat Capacity 298.15 K, Cp =153.8 J'mol-I'K-

Temperature range 315 to 475 K. CIR(c)=0.067T-1.51 (315 
375 K): CIR(]jq)=0.0288T+21.03 (415 to 475 K). R=R.31441 
. mol. 

Phase Changes 
c/liq 403 K, 
Molecular Weight 121.1384 
Wiswesser Line Notation ZVR 
Evaluation B 

C7H,N02 (iiq) 
2-Nitrotoluene 
Heat Capacity 

One temperature. 

302.3 K, 

Molecular Weight 137.1378 
Wiswesser Line Notation WNR B I 
Evaluation C 

t:.H=23760 ]'mol- I 

34KOLIUD 
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C7H7N02 (liq) 
3-Nitrotoluene 
Heat Capacity 

One temperature. 

302.4 K, 

Molecular Weight 137.1378 
Wiswesser Line Notation WNR C 1 
Evaluation C 

C 7H7N02 (c,I) 
4-Nitrotoluene 

34KOLIUDO 

79RIC/SAV 

Heat Capacity 298.15 K, Cp =I72.3 J·mol-I·K- I 

Temperature range 270 to 340 K. Equations only. Data for stable 
and metastable crystal form. 

Phase Changes 
c,I1/liq 

Metastable form. 

318.5 K, 

c,l/liq 324.7 K, 

Molecular Weight 137.1378 
Wiswesser Line Notation WNR D I 
Evaluation B 

C7H7N02 (c) 

4-Nitrotoluene 
Phase Changes 
c,l/liq 324.788 K, 

Molecular Weight 137.1378 
Wiswesser Line Notation WNR D 1 
Evaluation A 

C 7H7N02 (c) 

2-Aminobenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 160 ° C. 
Phase Changes 
c/liq 417.8K, 

Molecular Weight 137.1378 
Wiswesser Line Notation ZR BVQ 
Evaluation C 

C7H7NOz (c) 
2-Aminobenzoic acid 

/1H=70781 J. mol- I 

/1S=222.2 J. mol-I. K- I 

/1H~69802 J·mol- I 

/1S=215.0 J. mol-I. K- I 

80AND/CON 

/1H= 16811 J. mol-I 
/1S=51.76 J. mol-I. K- I 

26ANDILYN 

/1H=20380 J·mol- I 

/1S=48.8 J. mol-I. K- I 

41SAT/SOG2 

Heat Capacity 323 K, Cp =187.0 J.mol-I·K- I 

Temperature range 0 to 100 °C. Mean value. 
Molecular Weight 137.1378 
Wiswesser Line Notation ZR BVQ 
Evaluation C 

Same data as 40SAT/SOG3. 

C,H,NOl (e) 

3-Aminobenzoic acid 
Heat Capacity 298 K. 

Temperature range 22 to 180 :c. 
Phase Changes 
c/liq 452.9 K. 

Molecular Weight 137.1378 
Wiswesser Line Notation ZR CVQ 
Evaluation C 

?6AND/LYN 

~H=21840 J. mo]-I 
~S=48.2 J. mol-I. K- I 

41SAT/SOG2 
3-Aminobenzoic acid 
Heat Capacity 323 K, . Cp =179.9 J·mol-1·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 137.1378 
Wiswesser Line Notation ZR CVO 
Evaluation C 

Same data as 40SAT/SOG3. 

C7H7N02 (c) 
4-Aminobenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 190 ° C. 
Phase Changes 
c/liq 461.4 K, 

Molecular Weight 137.1378 
Wi/lwe/l/ler Line Notation ZR DVQ 

Evaluation C 

26ANDILYN 

!J..H=20920 J·mol-\ 

/1S=45.3 J·mol- 1·K-1 

C7H7N02 (c) 41 SAT/SOG? 
4-Aminobenzoic acid 
Heat Capacity 323 K, Cp = 187.4 J. mol- I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 137,137'8 
Wiswesser Line Notation ZR DVQ 
Evaluation C 

Same data as 40SAT/SOG3, 

C7H7N03 (c) 81LEBIRYA 
p-Nitroanisole; 4-Nitromethoxybenzene 
Heat Capacity Cp ==279.9 J·mol- I·K-1 

Temperature range 298 tv 320 K. Data given uver Iemperamre 
range. 

Molecular Weight 153.1372 
Wiswesser Line Notation WNR DO 1 
Evaluation B 

C7H7NS (c) 
Thiubellzamiile 

82SABITOR 

Heat Capacity 298 K, C p = 152,8 J. mol-I. K- 1 

One temperature. Cp given as 1.114 J.K-I.g- I. 
Phase Changes 

298.15 K, 

Molecular Weight 137,1990 
Wiswesser Line Notation ZYR&US 
Evaluation B 

C7Hs (Jiq) 
Toluene 
Heat Capacity 298 K, 

Temperature range 292 to 390 K. 
Molecular Weight 92.1402 
'VViswt!sst!r Lint! Notation 1 R 

Evaluation D 

Toluene 

ilff==97200 J. mOl-I 

/1S=326.0 J. mol-I. K- I 

188lREI 

24WILIDAN 

Heat Capacity 303 K, C,,== 153.6 J, mol-I. K- I 

Temperature range 303 to 343 K. Equation only. 
Molecular Weight n. 14U2 

Wiswesser Line Notation lR 
Evaluation C 
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C7Hs (liq) 
Toluene 
Heat Capacity 293.2 K, 

Temperature range 20 to 60 ° C. 
Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7HII (Iiq) 

Toluene 

25WILIDAN 

29KEL4 

Heat Capacity 28.444 K, Cp = 153.09 J. mol-I. K- I 

Temperature range 14 to 284 K. Value is unsmoothed experimental 
datum. 

Entropy 
Phase Changes 
c/liq 

298.15 K, 

177.95 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation 1R 
Evaluation A 

C7HS (liq) 
Toluene 

~H=6619 j·mol- I 

.:lS=37.20 J. mol-I. K- I 

31SMIIAND 

Heat Capacity 298.15 K, C,,=161.9 J·mol-I·K- I 

Temperature range 102 to 299 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 92.1402 
Wiswesser Line Notation 1R 
Evaluation C 

C7Hg (Iiq) 
Toluene 
Heat Capacity 298.1 K, 

Temperature range 293 to 333 K. 
Molecular Weight 92.1402 
Wiswesser Line Notation 1 R 
Evaluation C 

Toluene 

32R1CIWAL 

35AOY/KAN 

Heat Capacity 227.8 K, Cp =142.7 J·mol-I·K- I 

Temperature range 78 to 228 K. Value is un smoothed experimental 
datum. 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7Hs (Jiq) 
Toluene 
Heat Capacity 

One temperature. 
298 K. 

Molecular Weight 92.1402 
Wiswesser Line Notation 1 R 
Evaluation B 

C7HS (Jiq) 

Toluene 
Heat Capacity 298.2 K. 

Temperature range 281 to 383 K. 
Molecular Weight 92.1402 
Wiswesser Line Notation 1R 
Evaluation B 
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37VOL 

40BUR 

C7Hs (liq) 
Toluene 
Heat Capacity 298.1 K, 

Temperature range 5 to 47°C. 
Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation C 

C7HS (Jiq) 
Toluene 
Phase Changes 
clliq 178.0 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7HS (liq) 
Toluene 

41ZlE 

42ZIE/ANI 

~H=6548 J·mol- I 

.:lS=36.79 J. mol-I. K- 1 

47KUI 

Heat Capacity 298 K, Cp =158.6 J·mol-I·K- I 

Temperature range -76 to 60°C, mean Cp ' four temperatures. 
Molecular Weight 92.1402 
Wiswesser Line Notation 1R 
Evaluation D 

C7HS (liq) 
Toluene 
Heat Capacity 

One temperature. 
295 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation 1R 
Evaluation C 

C7Hs (liq) 
Toluene 
Heat Capacity 324 K. 

Mean value 21 to 81°C. 
Molecuhir Weight 92 1402 

Wiswesser Line Notation lR 
Evaluation '. C 

C7Hs Oiq) 
Toluene 
Heat Capacity 298.15 K, 

Temperature range 10 to 360 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 178.15 K, 

Molecular Weight 92.1402 

Wiswesser Line Notation 1R 
Evaluation A 

C7Hs Oiq) 
Toluene 

48TS( 

58SWI/ZIE 

62SCO/Gl 

~H=6636 J. mol-I 
.1S=37.25 ]·mol-I·K-

66HWNZ 

Heat Capacity 298.711 K, Cp =157.33J.mol- I.K 
Temperature range 181 to 304 K. Unsmoothed experiment 
datum. 

Phase Changes 
c/liq 178.159 K 
Molecular Weight 92.1402 
Wiswesser Line Notation 1R 
Evaluation B 
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C7HS (liq) 
Toluene 
Heat Capacity 293 K. 

Temperature range 293 to 373 K. 
Molecular Weight 92.1402 
Wiswesser Line Notation 1R 
Evaluation C 

C7Hs (liq) 
Toluene 
Heat Capacity 298 K. 

Temperature range 298 to 318 K. 
Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7HS (liq) 
Toluene 

67RAS/GAN 

7IDESIBHA 

74RAJISUB 

Heat Capacity 298.15 K, Cp =156.8 J·mol-I·K- I 

Temperature range 298.15 to 323.15 K. 
Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7Hs (liq) 
Toluene 

75 HOLIZIE 

Heat Capacity 298.15 K. Cp = 156.99 J. mol-I. K- 1 

Temperature range 165 to 312 K. Cp = 187.43814-0.73026493T 
+O.OO29613602T2-2.8661704X 10-173 J·mol-1·K- 1. 

Phase Changes 
c/liq 178.166 K 
Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation A 

C7HS (liq) 
Toluene 

75PEDIKAY 

Heat Capacity 298.15 K, CI'=158.4 J·mol-I·K- I 

Temperature range 298 to 348 K. Cp(liq) = 154.73+0.0981(TIK 
-273.15) +0.00 1949(T/K-273. 15)2 JIK'mol (298 to 348 K). 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7Hs (liq) 
Toluene 
Heat Capacity 298.15 K. 
Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation A 

Data from 76FORIBEN. 

C7Hs (liq) 
Toluene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation I R 
Evaluation B 

76FORIBEN2 

77FORIBEN 

C7HS (liq) 
Toluene 
Heat Capacity 

One temperature. 
298.15 K,: . 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7HS (Jiq) 
Toluene 

77WIL/GRO 

79AND/GRI 

Heat Capacity 294.71 K, Cp =157;0 J·mol-I·K- 1 

Temperature range 293 to 373 K. Unsmoothed experimental datum 
given as 1.704 KJ/kg· K. 

Molecular Weight 92.1402 
Wiswesser Line Notation 1R 
Evaluation B 

C7Hs (liq) 
Toluene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7Hs (liq) 
Toluene 
Heat Capacity 

One temperature. 
293.15 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7Hs (Jiq) 
Toluene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weiuht 92.1402 
Wiswesser Line Notation lR 
Evaluation A 

C7Hs (liq) 
Toluene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation IR 
Evaluation B 

C7Hs (Jiq) 
Toluene 
Heat Capacity 298.15 K, 

Temperature range 266 to 318 K. C p 

C- I . 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

79FOR/BEN 

81ATAIELS 

82GROllNG 

82WILIFAR 

84STE/OLS 
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C7Hs (liq) 
Toluene 
Heat Capacity 303.15 K, 

Temperature range 303.15,313.15 K. 
Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7Hs (liq) 
Toluene 

. Heat Capacity 
One temperature. 

298.15 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7Hs (liq) 
Toluene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation B 

C7Hs (liq) 
Toluene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation lR 
Evaluation A 

C7Hs (liq) 
Toluene 
Heat Capacity 
. One temperature. 

298.15 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation 1 R 
Evaluation B 

86RED 

86ROU/GRO 

86TARIAIC 

88SHIlOGA 

93GROIROU 

C7Hs (liq) 73HALISMI 
Quadricyclane; Tetracyclo[3.2.0.0.2•704,6]heptane 
Heat Capacity 297 K, Cp =139.1 J'mol-I,K- 1 

One temperature. 
Molecular Weight 92.1402 
Wiswesser Line Notation L435 B3 2AB GTJ 
Evaluation C 

C7Hg Oiq) 78STE 
Quadricyclane; Tetracyclo[3.2.0.0.2.70-l·6]heptane 
Heat Capacity 298.15 K, Cp =157.6 J·mol- t·K- t 

One temperature. 
Molecular Weight 92.1402 
Wiswesser Line Notation L435 B3 2AB GTJ 
Evaluation B 
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C7HS (liq) 92KAW/GII 
Quadricyclane; TetracycIol[3.2.0.02,7. 04,6]heptane 
Phase Changes 
c,II!c,I 180 K, 
c,IIliq 228 K, 
Molecular Weight 92.1402 

as=40.0 J·mol- I·K- 1 

as=4.8 J·mol-I·K- t 

Wiswesser Line Notation L435 B3 2AB GTJ 
Evaluation B 

C7HS (liq) 73HALlSrv 
Norbornadiene; Bicyc1o[2.2.1]hept-2,5-diene 
Heat Capacity 297 K, Cp =116.1 J·mol-I·K- t 

One temperature. 
Molecular Weight 92.1402 
Wiswesser Line Notation L55 A CU FUTJ 
Evaluation C 

C7Hs (liq) 78ST 
Norbornadiene; Bicyclo[2.2.1]hept-2,5-diene 
Heat Capacity 298.15 K, Cp =161.2 J·mol-t·K-: 

One temperature. 
Molecular Weight 92.1402 
Wiswesser Line Notation L55 A CU FUTJ 
Evaluation B 

C7HS (liq) 
Cycloheptatriene 
Heat Capacity 298.15 K, 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c,II!c,I 

c,l/liq 

153.98 K, 

197.92 K, 

Molecular Weight 92.1402 
Wiswesser Line Notation L7HJ 
Evaluation A 

C7H8N~' (c) 
Phenylurea; Monophenylurea 
Phase Changes 
c/liq 420.6 K, 

Molecular Weight 136.1530 
Wiswesser Line Notation ZVMR 
Evaluation A 

56FIN/SC 

aH=2346.8 J. mol- t 

as=15.24 J·mol-t·K
aH=1l60.6 J·mol- t 

~S=5.86 J·mol-t·K- t 

87FERIDI 

aH=23680 J. mol- t 

as=56.3 J·mol-1·K- 1 

C7HRN20 2 (c) 4ISATfSO( 
5-Nitro-2-aminotoluene 
Heat Capacity 323 K, Cp =217.1 J·mol-t·K-

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 152.1524 
Wiswesser Line Notation ZR B I DNW 
Evaluation C 

Same data as 40SAT/SOG4. 
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C,HsN20 2 (c) 41SAT/SOG3 
3-Nitro-4-aminotoluene 
Heat Capacity 323 K, Cp =20S.4 ]·mol- 1·K- 1 

Temperature range 0 to 100 °C. Mean value. 
Molecular Weight 152.1524 
Wiswesser Line Notation ZR D 1 BNW 
Evaluation C 

Same data as 40SAT/SOG4. 

C,HsO (liq) 1889EYK 
Anisole; Methyl phenyl ether; Methoxybenzene 
Phase Changes 
c/liq 293.2 K, A.H=17029 ]'mol- I 

A.S=58.1 J·mol-I·K- 1 

Molecular Weight 108.1396 
Wiswesser Line Notation lOR 
Evaluation C 

Ani.~olc; Mcthyl phcllyl cthcl'; Mctho;l:ybcnzcllc 
02LOU 

Heat Capacity 360 K, Cp =218 J·mo!-I·K- 1 

Mean value 20 to 152 0c. 
Molecular Weight 108. I396 
Wis.wl'ss.l''I' I ,inl' Notation lOR 

Evaluation D 

Anisole; Methyl phenyl ether; Methoxybenzene 
33 KOLIUDO 

Heat Capacity 297.2 K, C p =191.2 ]·mol-I·K- 1 

One temperature. 
Molecular Weight 108.1396 
Wiswesser Line Notation lOR 
Evaluation C 

C7HsO Oiq) 39PHI 
Anisole; Methyl phenyl ether; Methoxybenzene 
Heat Capacity 304.8 K, Cp =208.8 ]·mol-I·K- 1 

One temperature. 
Molecular Weight 108.1396 
Wiswesser Line Notation lOR 
Evaluation C 

75FENIHAR 
Anisole: Methyl phenyl ether; Methoxybenzene 
Heat Capacity 298:15 K, Cp = \99.0 J·mol- I . K- I 

One temperature. 
Molecular Weight 108.1396 
Wiswesser Line Notation lOR 
Evaluation B 

C7HsO (Jiq) 87GOAIBOE 
Anisole; Methyl phenyl ether; Methoxybenzene 
Phase Changes 
c.I/liq 268.73 K. 

Molecular \-Veight lO8.1396 
\Viswesser Line Notation lOR 
E\'aluation A 

~H""12890 J·mol- I 

~S:::::48.0 J·mol-I·K- 1 

C7HsO (liq) 
Benzyl alcohol 
Heat Capacity 298 K, 

Temperature range 290 to 485 K. 
Molecular Weight 108.1396 
Wiswesser Line Notation Q lR 
Evaluation D 

1881REI 

C,HsO (liq) 31SMII AND 
Benzyl alcohol 
Heat Capacity 298.5 K, Cp =215.9 J·mol- I ·K-1 

Temperature range 102 to 299 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 108.1396 
Wiswesser Line Notation QIR 
Evaluation C 

C,HgO (liq) 
Benzyl alcohol 
Heat Capacity 298.1 K, 

Temperature range 90 to 300 K. 

36PARITOD 

Entropy 298.1 K, 5=216.7 J·mol-I·K- 1 

Extrapolation below 90 K, 54.06 ]·mol-I·K- 1• 

Phase Changes 
c/liq 257.6 K. 

Molecular Weight 108.1396 
Wiswesser Line Notation QIR 
Evaluation B( C p).C(S) 

C7HsO (liq) 
Benzyl alcohol 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 108.1396 
Wiswesser Line Notation QIR 
Evaluation B 

AH=8970 J. mol-I 
AS=34.82 J·mol-I·K- 1 

75NICIWAD 

Cp =215.94 J·mol- 1·K-1 

C,HsO (liq) 79GRI/YAN 
Benzyl alcohol 
Heat Capacity 307.5 K, Cp =223.6 ]·mo)-I·K-1 

Temperature range 307 to 461 K. p=0.98 bar. 
Molecular Weight'108.1396 . 
Wiswesser Line Notation QIR 
Evaluation B 

C7HsO (Jiq) 16BRA 
2-Methylphenol; o-Hydroxytoluene; o-Cresol 
Heat Capacity 283 K, Cp =225.9 )·mol-1·K-\ 

Mean value, 0 to 20 °C. 
Molecular Weight 108.1396 
Wiswesser Line Notation QR B 1 
Evaluallon C 

C7HsO (c) 67AND/COU 
2-Methylphenol; o-Hydroxytoluene; a-Cresol 
Heat Capacity 298.15 K, Cp ==154.56J·mol- I ·K-1 

Temperature range 10 to 400 K. 
Entropy 298.l5 K, 
Phase Changes 
C/liq 304.20 K, 

Molecular Weight 108.1396 
Wiswesser Line Notation QR B 1 
Evaluation A 

A.H==15820 J·mol- l 

A.S=52.00 J. mol-I. K- 1 
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67RAS/GAN 

2-Methylphenol; o-Hydroxytoluene; o-Cresol 
Heat Capacity 313 K, Cp =233.6 J. mol-I. K- l 

Temperature range 313 to 373 K. 
Molecular Weight 108.1396 
Wiswesser Line Notation QR B 1 
Evaluation C 

C7HsO (c) 
2-Methylphenol; o-Hydroxytoluene; o-Cresol 

82POEIFAN 

Phase Changes 
c/liq 303.0 K, AH= 13938 J. mol- I 

AS=46.00 J. mol-I. K- I 

Molecular Weight 108.1396 
Wiswesser Line Notation QR Bl 
Evaluation A 

C7HsO (c) 
2-Methylphenol; o-Hydroxytoluene; o-Cresol 

90MEVILIC 

Phase Changes 
c/liq 304.05 K, AH=14800 J·mol- I 

AS=49 J·mol- I·K- I 

Molecular Weight 108.1396 
Wiswesser Line Notation QR B 1 
Evaluation A 

3-Methylphenol; m-Hydroxytoluene; m-Cresol 
16BRA 

Heat Capacity 283 K, C p =216.7 J·mol-I.K- I 

Mean value, 0 to 20°C. 
Molecular Weight 108.1396 
Wiswesser Line Notation QR Cl 
Evaluation C 

C7HsO Oiq) 51 TSC/KRI 
3-Methylphenol; m-Hydroxytoluene; m-Cresol 
Heat Capacity 298 K, Cp =218.8 J·mol- l ·K- l 

One temperature. 
Molecular Weight 108.1396 
Wiswesser Line Notation QR Cl 
Evaluation C 

C7HsO Oiq) 67RASIGAN 
3-Methylphenol; m-Hydroxytoluene; m-Cresol 
Heat Capacity 93 K, C p =220.9 J. mol-I. K- I 

Temperature range 293 to 373 K. 
Molecular Weight 108.1396 
Wiswesser Line Notation QR C I 
Evaluation C 

67AND/COU 

3-Methylphenol; m-Hydroxytoluene; m-Cresol 
Heat Capacity 298.15 K, Cp =224.93J·mol- I .K- 1 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 285.40 K. 

Molecular Weight 108.1396 
Wiswesser Line Notation QR C I 
Evaluation A 

AH=10707 J·mol- I 

.1S=27.53 j·mol-I·K- 1 
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82POEIFAJ 
3-Methylphenol; m-Hydroxytoluene; m-Cresol 
Phase Changes 
c/liq 285.0 K, 

Molecular Weight 108.1396 
Wiswesser Line Notation QR Cl 

Evaluation A 

AH=9413 J·mol- I 

AS=33.03 J·mol- l ·K-

90MEVILI 
3-Methylphenol; m-Hydroxytoluene; m-Cresol 

Phase Changes 
clliq 280.75 K, 

Molecular Weight 108.1396 
Wiswesser Line Notation QR Cl 
Evaluation A 

C7HsO (c) 

AH=9100 J·mol- l 

AS=32 J. mol-I. K- I 

1889EY 
4-Methylphenol; p-Hydroxytoluene; p-Cresol 
Phase Changes 
c/liq 309 K, 

Molecular Weight 108.1396 
Wiswesser Line Notation QR D 1 
Evaluation C 

AH=12247 J·mo!-1 
AS=39.6 J·mol- I ·K- 1 

C7HsO (c) 67AND/CC 

4-Methylphenol; p-Hydroxytoluene; p-Cresol 
Heat Capacity 298.15K, Cp =150.25J.mol- l .K 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 307.94 K, 

Molecular Weight 108.1396 
Wiswesser Line Notation QR D 1 
Evaluation A 

AH=12707 J·mol- l 

AS=41.26 J·mol- l ·K 

C7HgO., (c) 67RAS/Gi 

4-Methylphenol; p-Hydroxy toluene; p-Cresol 
Heat Capacity 313 K, Cp =226.2 J·mol-I·K-

Temperature range 313 to 373 K. 
Molecular Weight 108.1396 
Wiswesser Line Notation QR D I 
Evaluation C 

C7HgO (c) 75NIC/W. 
4-Methylphenol; p-Hydroxytoluene; p-Cresol 
Hcat Capacity 298.15 K. C p - 221.03 J. mol-I. I< 

One temperature. 
Molecular Weight 108.1396 
Wiswesser Line Notation QR 01 
Evaluation B 

C7HsO (c) 82POE/F 
4-Methylphenol; p-Hydroxytoluene; p-Cresol 
Phase Changes 
c/liq 309.0 K. 

Molecular Weight 108.1396 
Wiswesser Line Notation QR 0 I 
Evaluation A 

.lH= 11887 J. mol-I 

.:15=38.47 J·mol- l ·K 
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C7HsO (e) 90MEVILIC 
4-Methylphenol; p-Hydroxytoluene; p-Cresol 
Heat Capacity 298.15 K, Cp = 163.5 J. mol-I. K- 1 

Temperature range 173 to 353 K. Cp(e)= 145.401 
+0.616T+3.728X 1O- 3T2 +2.145X 1O-5T3 J. mol-I. K- I (-100 
to 22°C). Cp (Jiq)=232.122+0.178T J·mo!-I·K- 1 (40 to 
80°C). 

Phase Changes 
e/liq 307.35 K, 

Molecular Weight 108.1396 
Wiswesser Line Notation QR D 1 
Evaluation A 

~H= 11800 J. mol- I 

~5=38 J·mol-1·K- 1 

C7H80 2 (e) 41SATISOG3 
2,5-Dihydrox ytoluene 
Heat Capacity 323 K, Cp =174.9 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 124.1390 
Wiswesser Line Notation QR DQ B 1 
Evaluation C 

Same data as 40SAT/SOG4. 

C,Hs0 2 ·H20 (c) 82VIIIGAM 
Orcinol monohydrate; 3,5-Dihydroxytoluene monohydrate 
Phase Changes 
c/liq 328.0 K, ~H=26360 J. mol-I 

~5=80.4 J·mol-I·K- 1 

Molecular Weight 142.1542 
Wiswesser Line Notation QR CQ El &QH 
Evaluation B 

C7HsS Oiq) 
Methyl phenyl sulfide 
Heat Capacity 298.15 K, 

Temperature range 10 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 256.44 K, 

Molecular Weight 124.2002 
Wiswesser Line Notation 1 SR 
Evaluation A 

C7H9N (liq) 
N-Methylaniline 
Heat Capacity 380 K, 

Ylean value 20 to 196°C. 
i\lolecular Weight 107.1548 
Wiswesser Line Notation 1 MR 
Evaluation 0 

C7H9N (Jiq) 

N-Methylaniline 
Heat Capacity 

One temperature. 
290 K. 

Molecular Weight J 07.1548 
Wiswesser Line Notation 1 MR 
Evaluation 0 

74MESIFIN 

~H=14835.8 J·mol- 1 

~5=57.85 J·mol-I·K- I 

02LOU 

36KURIVOS 

C p=230. J J. mol o

"

l . K- 1 

C,H9N (Jiq) 
N-Methylaniline 
Heat Capacity 298 K, 

Temperature range 220 to 325 K. 
Phase Changes 
cfliq 216 K 
Molecular Weight 107.1548 
Wiswesser Line Notation IMR 
Evaluation B 

87LESILIC 

C,H9N (liq) 71HALIBAL 
I-BicycIo[3.1.0]hexyl cyanide; l-CyanobicycIo[3.1.0]hexane 
Heat Capacity 297 K, C p = 170.4 J. mol-I. K- I 

One temperature. 
Molecular Weight 107.1548 
Wiswesser Line Notation L35TJ ACN 
Evaluation C 

C7H9N (liq) 86STE/CHI 
2,3-Dimethylpyridine; 2,3-Lutidine 
Heat Capacity 298.15 K. Cp = 189.55 J. mol-I. K- I 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 5=243.70 J·mol-1·K"" 1 

Phase Changes 
c,IIIc,I 47.350 K 
c,IIliq 258.565 K 
Molecular Weight 107.1548 
Wiswesser Line Notation T6NJ B 1 C 1 
Evaluation A 

C7H9N (Jiq) 86STE/CHI 
2,4-Dimethylpyridine 
Heat Capacity 298.15 K, Cp =184.76J.mol- I .K- 1 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 5 =248.50 J. mol-I. K- 1 

Phase Changes 
clliq 209.415 K 
Molecular Weight 107.1548 
Wiswesser Line Notation T6NJ BID 1 
Evaluation A 

C7H9N (Jiq) 86STE/CHI 
2,5-Dimethylpyridine 
lIeat Capacity 298.15 K, Cp =184.70J·!lIv]-I·K- 1 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 5=248.81 J·m01- I·K-1 

Phase Changes 
c,Il/c,I 182.200 K 

c/liq 259.070 K 
Molecular Weight 107.1548 
Wiswesser Line Notation T6NJ B lEI 
Evaluation A 

2,6-Dimethylpyridine 
86STE/CHI 

Heat Capacity 298.15 K, Cp =185.17 J·mo[-I·K- 1 

Temperature range 10 to 440 K. 
Entropy 298.15 K. 5=244.24J·mol- I ·K- I 

Phase Changes 
c,IIIc,I 35.816 K 
c,Uliq 267.033 K 
Molecular Weight 107.1548 
Wiswesser Line Notation T6NJ B 1 FI 
Evaluation A 
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C7H9N (liq) 84POD/RAC 
3,4-Dimethylpyridine 
Heat Capacity 298 K, Cp =196 J·mol-t·K- t 

Temperature range 265 to 380 K. Data graphically only. Value 
given is estimated from graph. 

Molecular Weight 107.1548 
Wiswesser Line Notation T6NJ C 1 D I 
Evaluation B 

Specific heat anomaly with peak at 293.5 K, il.il.H=65.6 J. 
mol-I, il.il.S=0.16 J·mol-t·K- t. Temperature range of anomaly 
is 280 to 310 K. 

C7H9N (liq) 86STE/CHI 
3,4-Dimethy Ipyridine 
Heat Capacity 298.15 K, Cp =191.84J.mol- 1.K- t 

Temperature range 10 to 450 K. 
Entropy 298.15 K, S=240.72 J. mol-t. K- t 

Phase Changes 
c,IIIc,I 241.100 K 
c,I1liq 262.704 K 
Molecular Weight 107.1548 
Wiswesser Line Notation T6NJ C I D I 
Evaluation A 

C7H9N (liq) 
3,5-Dimethylpyridine 
Heat Capacity 298.15 K, 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 266.823 K 
Molecular Weight 107.l548 
Wiswesser Line Notation T6NJ C 1 E 1 

Evaluation A 

C7H9N (liq) 
Benzylamine; Phenylmethylamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 107.154~ 
Wiswesser Line Notation Z I R 
Evaluation B 

C7H9N Oiq) 
2-Methylaniline; 0-Toluidine 
Heat Capacity 298 K, 

Temperature range 294 to 485 K. 
Molecular Weight 107.1548 
Wiswesser Line Notation ZR B I 
Evaluation D 

C7H9N Oiq) 
2-Methylaniline; o-Toluidine 
Heat Capacity 380 K, 

Mean value 20 to 196°C. 
Molecular Weight 107.1548 
Wiswesser Line Notation ZR B 1 
Ev~uation D 

86STE/CHI 

75NICIWAD 

Cp=207.18 J. mol-t. K- t 

1881REI 

02LOU 
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C7H9N (liq) 
2-Methylaniline; 0-Toluidine 
Heat Capacity 302.5 K, 

One temperature. 
Molecular Weight 107.1548 
Wiswesser Line Notation ZR B 1 
Evaluation C 

C7H9N (Iiq) 
2-Methylaniline; 0-Toluidine 
Heat Capacity 302.5 K, 

One temperature. 
Molecular Weight 107.1548 
Wiswesser Line Notation ZR B I 
Evaluation C 

C7H9N (Iiq) 
2-Methylaniline; 0-Toluidine 
Heat Capacity 288 K, 

One temperature. 
Molecular Weight 107.1548 
Wiswesser Line Notation ZR B 1 
Evaluation C 

34KOLlUDC 

34KOLIUDO. 

34RAD/JUI 

C7H9N (liq) 88GUS/MH 
2-Methylaniline; 0-Toluidine 
Heat Capacity 303.15 K, Cp=164.4J·mol- I·K- 1 

Temperature range 303 to 463 K. p=O.l MPa. Unsmoothe\ 
experimental datum. C p(Iiq) =0.8056+0.0023634T + (0.00 1736· 
-8.1591 X 1O-6T)P kJ/kg· K (303.15 to 523.15 K, 0.1 to 25 MPa 

Molecular Weight 107.1548 
Wiswesser Line Notation ZR B I 
Evaluation B 

C7H9N (Iiq) 
2-Methylaniline; 0-Toluidine 
Phase Changes 
c/liq 249.55 K, 

Molecular Weight r07.1548 
Wiswesser Line Notation ZR B I 
Evaluation A 

C7H9N (liq) 
3-Methylaniline; m-Toluidine 
Heat Capacity 302.7 K, 

One temperature. 
Molecular Weight 107.1548 
Wiswesser Line Notation ZR C I 
Evaluation C 

C7H9N (liq) 
3-Methylaniline: m-Toluidine 
Heat Capacity 302.7 K, 

One temperature. 
Molecular Wehrht 107.1548 
Wiswesser Line Notation ZR C I 
Evaluation C 

90MEV/LH 

il.H=8100 J. mol- I 

il.S=32 J. mol-I. K- ' 

34KOLIUD< 

34KOLIUDO 
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C7H9N (liq) 88GUS/MIR 
3-Methylaniline; m-Toluidine 
Heat Capacity 303.15 K, Cp =167.2 J·mol-I·K- I 

Temperature range 303 to 463 K. p=O.l MPa. Un smoothed 
experimental datum. Cp (liq)=0.8666+0.0022600+(0.000701O 
-6.0538X 1Q-&r)P kJ/kg· K (303.15 to 523.25 K, 0.1 to 25 MPa). 

Molecular Weight 107.1548 
Wiswesser Line Notation ZR C 1 
Evaluation B 

C7H9N (liq) 
3-Methylaniline; m-Toluidine 
Phase Changes 
c/liq 241.65 K, 

Molecular Weight 107.1548 
Wiswesser Line Notation ZR CI 
Evaluation A 

C,H9N (c) 
4-Methylaniline; p-Toluidine 
Phase Changes 
c/liq 315.6 K, 
Molecular Weight 107.1548 
Wiswesser Line Notation ZR D 1 
Evaluation C 

C7H9N (c) 
4-Methylaniline; p-Toluidine 
Heat Capacity 293 K, 

One temperature. 
Molecular Weight 107.1548 
Wiswesser Line Notation ZR D 1 
Evaluation C 

4-Methylaniline; p-Toluidine 

90MEVILIC 

ilH=8800 J·mol- 1 

il5=36 J·mol-1·K- 1 

IRR9FYK 

ilH= 17280 J. mol- 1 

40CAMICAM 

90MEVILIC 

Heat Capacity 298.15 K, Cp =165.2 J·mol-I·K- I 

Temperature range 273 to 368 K. Cp(c)= 147.505+0.604T 
+3.525xIQ-3T2+2.35IXIQ-5T3 J·mol-I·K- 1 (-100 to 30°C). 
CpOiq) =212.982+0.182T J. mol-I. K- I (50 to 95°C). 

Phase Changes 
c/liq 316.55 K, 

Molecular Weight 107.1548 
Wiswesser Line Notation ZR D 1 
Evaluation A 

p-Anisidine 

ilH= 17300 J. mol- I 

,l5=55 J. mol-I. K- I 

SlLEBIRYA 

Heat Capacity Cp =236.0 J. mol-I. K- I 

Temperature range 298 to 320 K. Data given over temperature 
range. 

l\lolecular Weight 123.1542 
Wiswesser Line Notation ZR DO 1 
Evaluation B 

C7H9NO (c) 82KIS/SAN 
Aniline· formaldehyde 
Heat Capacity C p = 132.2 J. mol-I. K- I 

Temperature range 298 to· 3(B K. C p data given as 1.0736 J. 
K - I . g -:-1 over a 25 to 30 ° C temperature range. 

Molecular Weight 123.1542 
Wiswesser Line Notation ZR &VH 
Evaluation C 

C p data given for 1: 1 molar proportion of aniline formaldehyde. 
C p data also given for the solid compounds of molar proportion: 
1:2, 1:3, 1:4, 1:4.5, 1:4.75, 1:5, 1:7,2:1 and 4:1. 

39SAT/SOG2 
Ammonium benzoate 
Heat Capacity 323 K, Cp =212.5 J. mol- J· K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 129.1536 
Wiswesser Line Notation QVR &ZH 
Evaluation C 

Same data in 40SAT/SOG. 

C,HlO (c) 73HALISMI 
Nortricyclene; Tricyclo[2.2.1.02,6]heptane 
Heat Capacity 297 K, Cp =110.2 J·mol-J·K- J 

One temperature. 
Molecular Weight 94.1560 
Wiswesser Line Notation L535 B lA GTJ 
Evaluation C 

C,HlO (c) 78STE 
Nortricyclene; Tricyclo[2.2.1.02,6]heptane 
Heat Capacity 298.15 K, Cp = 129.0 J. mol-I. K- 1 

One temperature. 
Molecular Weight 94.1560 
Wiswesser Line Notation L535 B I A GTJ 
Evaluation B 

C,HlO (c) 73HALISMI 
Norbornene; Bicyclo[2.2.1]heptene 
Heat Capacity .' 297K,'· Cp =129.9J·mol- 1·K- J 

One temperature. 
Molecular Weight 94.1')f)O 

Wiswesser Line Notation L55 A CUTJ 
Evaluation C 

C7HIO (liq) 78STE 
Norbornene; Bicyclo[2.2.1 ]heptene 
Heat Capacity 298.15 K. Cp =129.9 J·mol-I·K- I 

One temperature. 

Molecular Weight 94.1560 
Wiswesser Line Notation L55 A CUTJ 
Evaluation B 

C,HIOCIN (c) 
Phenylmethylammonium chloride 
Phase Changes 
c.I1Ic.I 416 K, 

Molecular Weight 143.6157 
Wiswesser Line Notation ZIR &GH 
Evaluation A 

89VANIWHI 

~H=4240 j·mol- I 

,l5=1.23 J·mol-I·K- I 
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C7H1oNzO (c) 80BYS 
6,7 -Diazatricyclo[3.2.2.02,4]non-6-ene N-oxide 
Phase Changes 
c,II1c,I 

c,I11iq 

372.6 K, 

411.4 K, 

Molecular Weight 138.1692 

~H=15800 J·mol- I 

~S=42.4 J·mol-I·K- I 

~H=2600 J·mol- I 

~S=6.32 J·mol-I·K- I 

Wiswesser Line Notation T366IDI 2AC I ENUNTJ EUO 
Evaluation A 

C7HIONzOz (c) 
1,3,6-Trimethyluracil 
Phase Changes 
clliq 384.5 K, 

Molecular Weight 154.1682 

84ZIE/ZIE 

~H=21200 J. mol-I 
~S=55.1 J·mol-I·K- I 

Wiswesser Line Notation T6NVNVJ Al CI FI 

Evaluation B 

C7HION20 3 (c) 
Phenylmethylammonium nitrate 
Phase Changes 
c,II1c,I 227 K, 

Molecular Weight 170.1676 
Wiswesser Line Notation ZIR &WNQ 
Evaluation A 

C7H100 (liq) 
I-Heptanol; n-Heptyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 116.2028 
Wiswesser Line Notation Q7 
Evaluation B 

C7HuN (liq) 
Cyclohexyl cyanide; Cyanocyclohexane 

89VAN/WHI 

~H=900 J'mol- I 

LlS=0.48 J·mol-I·K- 1 

88ANDIPAT 

71HALIBAL 

Heat Capacity 297 K, Cp =177.9 J·mol-I·K- I 

One temperature. 
Molecular Weight 109.1706 
Wiswesser Line Notation L6TJ ACN 
Evaluation C 

C7HI1N (liq) 
Cyclohexy! cyanide; Cyanocyclohexane 
Phase Changes 
c.II1d 215.0 K, 

c,I11iq 285.1 K, 

Molecular Weight 109.1706 
Wiswesser Line Notation L6TJ ACN 
Evaluation A 

91KISIPIN 

~H=7425 J·mo!-I 
~S=34.5 J. mol-I. K- I 

6.H =3635 J. mol-I 
Ll5= 12.75 J. mol-I. K- I 

Data cited in 91KISIPIN is from: Pinvidic, J.-1.: Ph.D. Thesis. 
Universite de Paris Sud (1988). 
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C7HllN (liq) 91KISIPIN 
Cyclohexyl isocyanide; Isocyanocyclohexane 
Heat Capacity 

Temperature range 5 to 300 K. Data given 
C p (liq) = 195 J. mol-I. K -I is a graphical estimate. 

graphically. 

Phase Changes 
c,II1c,I 

c,IIliq 

192.6 K, 

279.6 K, 

Molecular Weight 109.1706 
Wiswesser Line Notation L6TJ ANC 
Evaluation A 

~H=6177 J·mol- I 

6.S=32.07 J. mol-I. K- I 

~H=4227 J·mol- I 

~5=15.12 J·mol-I·K- I 

T(glass-l)= 160 K; T(glass-2)= 130 K; T(glass-3)=55 K. 

C7H12 (liq) 
cis-Bicyclo[ 4.1.0]heptane 
Heat Capacity 315 K, 

One temperature. 
Molecular Weight 96.1718 
Wiswesser Line Notation L36TJ -C 
Evaluation B 

C7H12 (c) 
Norbomane: Bicyclo[2.2.I]heptane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 96.1718 
Wiswesser Line Notation L55 ATJ 
Evaluation B 

C7H12 (liq) 
l-Ethylcyclopentene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 96.1718 
Wiswesser Line Notation L5UTJ A2 
Evaluation B 

70CHNMC( 

78STE 

79FUCIPEP 

C7H12 (liq) 79FUCIPEJ 
Ethyliaenecyclopentane 
Heat Capacity 298.15 K, Cp =181.2 J·mol-I·K- I 

One temperature. 

Molecular Weight 96.1718 
Wiswesser Line Notation L5YTJ AU2 
Evaluation B 

C7H12 (liq) 88LEB/KUl 
4-Methylcyclohexene 
Heat Capacity 298.15 K, Cp~I80.42J mol-I K-

Temperature range 13.4 to 350 K. 
Entropy 298.15 K, 5=253.01 J·mol-I·K- I 

Molecular Weight 96.1718 
Wiswesser Line Notation L6UTJ D 1 
Evaluation A 

C7H12 (liq) 79FUCIPEI 
MethylenecycIohexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 96.1718 
Wiswesser Line Notation L6YTJ AUI 
Evaluation B 
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C7H12 (liq) 
Cycloheptene 
Phase Changes 
c,lII/c,II 

c,II/c,I 

c,IIliq 

154 K, 

210 K, 

217 K, 

Molecular Weight 96.1718 
Wiswesser Line Notation L 7UTJ 
Evaluation B 

C7H12 (liq) 
cis-Cycloheptene 
Heat Capadty 298.15 K, 

Temperature range 0 to 310 K. 
Entropy 29lU5 K, 
Phase Changes 
c,IIIIc,II 154.22 K, 

c,ll1c,l 208.26 K, 

c,IIliq 217.75 K, 

Mulel:ular Wdghl 96.1718 

Wiswesser Line Notation L 7UTJ -C 
Evaluation A 

T I (glass) = 97 K; T iglass) = 135 K. 

(C7H12)n (liq) 
Butadiene-propylene copolymer 
Heat Capacity 298.15 K, 

Temperature range 8 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 262 K, 

100% crystallinity. 
Molecular Weight 96.1718 
Wiswesser Line Notation 1*IYl&2U2*1 
Evaluation A 

T(glass)= 198 K. 

C7H 120 (liq) 
2-Methyicyclohexanone 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 122.1712 
Wiswesser Line Notation L6VTJ B 1 
Evaluation C 

C7H 120 (liq) 
3-Methy icyc1ohexanone 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 122.1712 
Wiswesser Line Notation L6VTJ C 1 
Evaluation C 

90HAIIGIL2 

~H=5280 J·mol- l 

~S=34.3 J·mo!-I·K- 1 

~H=71O J. mol- l 

~S=3.4 J·mol-I·K- 1 

~H=970 J·mol- l 

~S=4.5 J·mol-I·K- 1 

89LEB/SMI 

~H=7070 J·mol- l 

~S=45.8 J·mol-I·K- 1 

~ff=730 J. mol- 1 

~S=3.5 J. mol-I. K- 1 

~H=820 J'mol- l 

~S=4.1 J·mol-I·K- 1 

80LEB/MUK 

~H=7800 J. mol- l 

~S=29.8 J. mol-I. K- 1 

24HERIBLO 

24HERIBLO 

C7H120 (liq) 24HERIBLO 
4-Methylcyclohexanone 
Heat Capacity 290 K, Cp =207.1 J·mol-I·K- 1 

One temperature. 
Molecular Weight 122.1712 
Wiswesser Line Notation L6VTJ D 1 
Evaluation C 

C7H120 2 (liq) 
Butyl acrylate 
Phase Changes 
clliq 209.5 K, 

Molecular Weight 128.1706 
Wiswesser Line Notation 40VIUl 
Evaluation A 

85 KARlABD2 

~H= 17307 J. mol- l 

~S=82.61 J·mol-I·K- 1 

C7H120 2 (liq) 85KARISAI 
Butyl acrylate 
Heat Capacity 298.15 K, Cp =251.0 J·mol-I·K- 1 

Temperature range 90 to 300 K. Cp (c)=155.53+5.53T Jlkg·K 
(100 to 175 K); Cp(liq)= 1290.27+2.24T J/kg. K (209.5 to 300 K). 
C p data calculated from equation. 

Phase Changes 
c/liq 209.5 K 
Mulel:ulal- Wdghl128.1706 

Wiswesser Line Notation 40Vl U1 
Evaluation B 

C7H120 4 (liq) 
Dimethylmalonic acid dimethyl ester 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 160.1694 

92VERIBEC 

Wiswesser Line Notation lOVX1&I&VOI 
Evaluation B 

C7H 120 4 (c) 
Pimelic acid 
Phase Changes 
c,II1c,I 

c,'IJliq 

369.0 K, 

377.5 K, 

Molecular Weight 160.1694 
Wiswesser Line Notation QV5VQ 
Evaluation B 

C7H 120 4 (c) 
Pimelic acid 
Phase Changes 

c,II1c,I 369.7 K, 

Molecular Weight 160.1694 
Wiswesser Line Notation QV5VQ 
Evaluation A 

C7H 120 4 (Jiq) 
Diethyl malonate 
Heat Capacity 

One temperature. 
294.6 K, 

Molecular Weight 160.1694 
Wiswesser Line Notation 20VIV02 
Evaluation C 

74CINIBER 

~H= 1322 J. mol- l 

~S=3.60 J. mol-I. K- 1 

~H=27623 J. mol- l 

~S=TUR J.mo1- I .K- 1 

88PETITSY 

~H= 1000 J. mol- l 

~S=2.7 J·mol-I·K- 1 

33KOLlUOO 
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C7H120 4 (liq) 
Diethyl malonate 
Heat Capacity 

One temperature. 
294.6 K, 

Molecular Weight 160.1694 
Wiswesser Line Notation 20Vl V02 
Evaluation C 

C7H 120 4 (liq) 
Diethyl malonate 
Heat Capacity 

One temperature. 
298.15 K, 

'Molecular Weight 160.1694 
Wiswesser Line Notation 20VIV02 
Evaluation B 

C7H13LiOz (c) 
Lithium heptanoate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,ITIc.T 317.08 K. 

Molecular Weight 136.1195 
Wiswesser Line Notation OV6 .LI 
Evaluation A 

C7H13LiOz (c) 

Lithium heptanoate 
Heat Capacity 300 K, 

Temperature range 5 to 350 K. 
Entropy 300 K, 
Phase Changes 
c,II!c,I 317.08 K, 

Molecular Weight 136.1195 
Wiswesser Line Notation OV6 .LI 
Evaluation A 

C7H13N (c,I) 
l-Azabicyclo[2.2.2]octane; Quinuclidine 
Heat Capacity 298.15 K, 

Temperature range 5 to 433 K. 
Entropy 298.15 K, 

Phase Changes 

34KOLlUD02 

92VERIBEC 

85FRAlWES 

aH=5832 J·mol- I 

as=18.39 J·mol-1·K- I 

86FRAJNGE 

aH=5840 J. mol- I 

as= 18.52 J. mol-I. K- I 

70WESIWON 

c,II1c,l 196 K, aH=5226 J·mol- I 

as=26.52 J·mol-I·K- I 

Transition region 190 to 200 K; maximum at 196 K. Entropy 
change obtained by difference of integrated heat input and lattice 
(extrapolated C p) contribution. 

cJ/liq 430 K, ~H=5860 J·mol- I 

~S=13.6 J·mol-I·K- 1 

Molecular Weight 111.1864 
Wiswesser Line Notation T66 A B CNTJ 
Evaluation A 

C7H13NO (c) 

( -Enantholactam 
Heat Capacity 290 K, 

Temperature range 60 to 350 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 310.295 K, 

Molecular Weight 127.1835 
Wiswesser Line Notation T8MVTJ 
Evaluation B 

59KOLIPAU 

~H=13376 J·mol- I 

~S=43.1 J·mol-I·K- I 
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C7H13NO (c) 
( -Enantholactam 
Heat Capacity 295.00 K, 

Temperature range 60 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 310.295 K, 

Molecular Weight 127.1835 
Wiswesser Line Notation T8MVTJ 
Evaluation B 

62KOLIPAl 

aH=13376 J·mol- I 

as=43.1 J·mol-I·K- I 

C7H13N30 4 (c) 89KULIKO 
a-Alanylasparagine (DL) 
Heat Capacity 298 K, Cp =256.0J.mol- I.K- 1 

Temperature range 298 to 348 K. 
Molecular Weight 203.1974 
Wiswesser Line Notation ZY1&VMYVQIVZ 
Evaluation C 

C7H13N30 4 (c) 89KULIKo. 
a-A1any 19lycylglycine 
Heat Capacity 298 K, C p = 236.0 J. mol-I. K- 1 

Temperature range 298 to 348 K. 
Molecular Weight 203.1974 
Wiswesser Line Notation ZYIVNVIZIVQ 
Evaluation C 

L7H13N304 (c) 90BAD/KU 

Alanylglycylglycine (DL) 
Heat Capacity 298 K, Cp =236J.mol- I.K- 1 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 203.1974 
Wiswesser Line Notation ZYl&VMIVMIVQ -DL 
Evaluation D 

C7H13N304·HzO (c) 90BAD/KU 
Alanylasparagine hydrate (DL) 
Heat Capacity 298 K, Cp =256 J·mol-I·K- I 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 221.2126 
Wiswesser Line Notation ZYl&VMYIVZVQ &QH -DL 
Evaluation D 

C7H 130 zTl (c) 
Thallium heptanoate 
Phase-Changes 
c,IIIc,I 

c,I/liq 

Solid-mesophase. 

299 K, 

419 K, 

liq/liq 501 K, 

Mesophase-isotropic. 
Molecular Weight 333.5485 
Wiswesser Line Notation OV6 .TL 
Eyaluation B 

C7H 130 zTl (c) 
Thallium heptanoate 
Heat Capacity 320 K, 

Temperature range 320 to 480 K. 
Phase Changes 
c,IIIc,I 301.9 K, 

c,I/liq 420.7 K, 

Solid-mesophase. 
Molecular Weight 333.5485 
Wiswesser Line Notation OV6 .TL 
Evaluation A 

76MEIISE 

aH=2761 J. mol- I 

as=9.20 J. mol-I. K- 1 

6.fi=6276 J 'IIlU!-1 

as=l5.1 J·mol-I·K- I 

aH=3138 J·mol- I 

6.S-6.28 J·mol-I·le l 

84FERJLC 

aH=2652 J. mol- I 

as=8.8l J·mol-I·K- I 

aH=6302 J·mol- I 

as=15.0 J·mol-I·K- I 

Mesophase to isotropic liquid phase change data also giver 
T=502.0 K; ~~H=330l J·mol; a.olS=6.57 J. mol-I. K- I. 
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85NGEILOP 
Thallium heptanoate 
Heat Capacity 298.15 K, Cp =367.50J.mol- I.K- 1 

Temperature range 5 to 500 K. Estimated value. 
Entropy 298.15 K, S=320.77 J·mol-I·K- 1 

Phase Changes 
c,VIJc,V 

c,V/c,IV 

c,IV/c,1II 

c,IIIJc,II ' 

c,lIJc,l 

c,I/liq 

262.8 K, 

267.8 K, 

271.7 K, 

296.2 K, 

300.9 K, 

420.7 K 

Molecular Weight 333.5485 
Wiswesser Line Notation OV6 .TL 
Evaluation A 

dH=1966 J·mol- l 

dS=7.44 J·mol-I·K- 1 

dH= 1167 J. mol- l 

dS=4.36 J. mol-I. K- 1 

dH=1176 J·mol- I 

dS=4.32 J·mol-I·K- 1 

dH=2956 J.mol- l 

dS=1O.02 J·mol-I·K- 1 

dH=2546 J. mol- I 

dS=8.40 J. mol-I. K- I 

Solid-mesomorphic 
liquid. 

Mesomorphic liquid-isotropic liquid transition at 502.7 K. 

C7H130 ZTI (c) 
Thallium heptanoate 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,lV'/c,III' 269.3 K, 

c,III'/c,II 271.8 K, 

c,V/c,lV 262.3 K, 

c,IV/c,III 267.9 K 

c,IIIJc,II 272.4 K, 

c,lIJc,I 300.96 K 

cJ/liq 420.7 K, 

c/liq 502.0 K 

Molecular Weight 333.5485 

Wiswesser Line Notation OV6 .TL 
Evaluation A 

89LABILOP 

Cp=354.19 J·mol- I. K- I 

dH=1413 J·mol- I 

d5=5.24 J·mol-I·K- I 

dH= 1413 J. mol- I 

dS=5.15 J. mol-I. K- I 

dH=2087 J. mol- I 

d5=7.98 J. mol-I. K- 1 

dH=2087 J. mol- I 

d5=7.98 J·mol-I·K- I. 
dH=1588 J·mol- I 

dS=5.82 J. mol-I. K- I 

dH=3009 J. mol-I 
dS=9.18 J. mol-I. K- I. 
dH=6302 J. mol-I 
dS=15.0 J·mol-I·K- I 

dH=3301 J·mol- I 

..l5=6.57 J·mol-I·K- I. 

C7H14 (Jig) 36PARlTOD2 
1-Heptene 
Heat Capacity 295.1 K, C,,=212.84J.mol- I·K- 1 

Temperature range 80 to 295 K. Value i:> UIl!>IIIUUlhetl experimemal 
datum. 

Entropy 298.15 K, 5=328.9 J·mol-I·K- I 

Extrapolation below 80 K, 58.58 J. mol-I. K- I. 
Phase Changes 
cllig 153.4 K, ..lH=12661 J·mol- I 

..15=82.54 J. mol-I. K- I 

Molecular Weight 98.1876 
Wiswesser Line Notation 6UI 
Evaluation (C,,).C(S) 

C7H l4 (Jig) 
I-Heptene 
Heat Capacity 298.15K, 

Temperature range 11 to 360 K. 
Entropy 298.15 K, 
Phase Changes 
c,lI/liq 153.89 K, 

c,l/liq 154.30 K, 

Molecular Weight 98.1876 
Wiswesser Line Notation 6U 1 
Evaluation A 

57MCCIFIN2 

dH= 12640 J. mol- 1 

dS=82.14 J. mol-I. K- I 

dH=12401 J'mol- I 

d5=80.37 J. mol-I. K- I 

C7H14 (Jig) 53GROIOLI 
1,I-Dimethylcyclopentane 
Heat Capacity 299.81 K, Cp =187.36J.mol- I.K- 1 

Temperalure range 13 to 300 K. Unsmoothed experimental datum. 
Entropy 298.15 K, 5=265.01 J. mol-I. K- 1 

Phase Changes 
c,lI/c,I 146.80 K, dH =6489.4 J. mol- I 

ClS=44.21 J. mol-I. K- 1 

c,I/lig 203.68 K, 

Molecular Weight 98.1876 
Wiswesser Line Notation L5TJ Al Al 

Evaluation A 

.1H=1078.6 J·mol- I 

.15=5.30 J. mol-I. K- I 

C7Hl4 (Jiq) 3IHUFIPAR 
1,2-Dimethylcyclopentane 
Heat Capacity 294.2 K, C,,=187.4 J·mol-I·K- I 

Temperature range 93 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=269.9 J·mol-I·K- I 

Extrapolation below 90 K, 69.75 J. mol-I. K- I . 
Phase Changes 
c/lig 154.1 K, dH=641O J·mol- I 

d5=41.6 J. mol-I. K- I 

Molecular Weight 98.1876 
Wiswesser Line Notation L5TJ Al B 1 
Evaluation B(Cp)'C(S) 

C7H l4 (lig) 53GROIOLI 
1-cis-2-Dimethylcyclopentane 
Heat Capacity 302.84 K, C p = 190.66 J. mol-I. K- I 

Temperature range 13 to 300 K. Unsmoothed experimental datum. 
Entropy 298.15 K, 5~269.16 J·mol-I·K- I 

Phase Changes 
C',Tf/r,J 141.50 K, 

e,I/Jig 219.45 K, 

Molecular Weight qg 1876 

ClH-6668.9 J mol-I 
.15=47.13 J. mol-I. K- 1 

.1H=1657.3 J·mol- I 

d5=7.55 J. mol-I. K- I 

Wiswesser Line Notation L5TJ A I B I -C 
Evaluation A 

C7H l4 (Jiq) 
1-trans-3-Dimethy1cyclopentane 

53GROIOLI 

Heat Capacity 304.03 K, C,,=190.87 J·mol-I·K- I 

Temperature range 13 to 300 K. Unsmoothed experimental datum. 
Entropy 298.15 K, 5=271.54 J·mol-I·K- I 

Phase Changes 
C/lig 139.48 K. 

Molecular Weight 98.1876 

dH=7398.1 J'mol- I 

d5=53.04 J. mol-I. K- I 

Wiswesser Line Notation L5TJ A I C I -T 
Evaluation A 
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C7H14 (liq) 
Ethylcyclopentane 

53GRO/OLI 

Heat Capacity 301.83 K. Cp =187.61 J·mol-1·K- 1 

Temperature range 13 to 300 K. Unsmoothed experimental datum. 
Entropy 298.\5 K, S::::::279.91 J·mol-1·K- 1 

Phase Changes 
c,I/liq 134.73 K, 

rorro stable above 129.5 K. 
c,II/liq 134.03 K, 

Form stable below 129.5 K. 
MGIe¢ul~r W<!ight <lg lR7A 

Wiswesser Line Notation L5TJ A2 
Evaluation A 

C,H14 (Uq) 
Methylcyclohexane 

AH=6869.3 J·mol- I 

6.S=50.99 J·mol-t·K- t 

AH=:2904.4 J·moC I 

AS=58.97 J·mo[-I·K- 1 

30PARlHUF2 

Heat Capacity 294.2 K, Cp == 182.0 J. mol-\· K-\ 

'temperature range 93 to 294 K. Value is un smoothed experimental 
datum. 

Entropy 298.15 K S=248.1 J·mol-I·K-I 
Extrapolation below 90 K, 54.73 J·mol- I ·K-'. 

Phase Changes 
clliq 146.2 K, 

Molecular Weight 98.1876 
Wiswessel' Line Notation L6TJ Al 
Evaluation B(Cp)'C(S) 

C7Hl4 (liq) 
Methy\cyC'loh<',1(ane 

Heat Capacity 298.15 K, 
Temperature range 12 to 300 K. 

Entropy 298.15 K, 
Phase Changes 
c/liq 146.58 K. 

Molecular Weight 98.1876 
Wiswesser Line Notation L6TJ Al 
Enduation A 

C7H14 (liq) 
Methy lcyclohexane 
Heat Capacity 298.055 K. 

Temperature range 175 to 308 K. 
datum. 

Phase Chanees 
clliq 146.65 K 
Molecular Weight 98.1876 
Wiswesser Line Notation L6TJ A I 
Evaluation B 

AH=6673 J'mol- I 

AS=:45.14 J·mol-I·K"':'i 

46DOUfHUF2 

Cp== 184.51 J. mol-i. K- 1 

S:::=247.90 J. mol-I. K- 1 

AH==6750.5 J·mol- I 

AS =::46.05 J·mo}-I·K- 1 

66HWNZIE 

Cl'=185.27 J·mo!-1·K- 1 

Unsmoothed e:tperiroental 

C7H1.j Oiq) 75HOLIZIE 
Methyicyctohexane 
Heat Capacity 298.15 K Cp = l84.841· mol-l. K- 1 

Temperature range 144 to 312 K. Cp =129.88277 
-O.0054107773T+7.9975642X lO-4T2 J ·mol- I . K- 1• 

Phase Changes 
c/liq 146.550 K 
Molecular Weight 98.1876 
Wisw~ss~r Line Notation L6TJ. A \ 
Evaluation A 
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C.,H14 (Iiq) 
Methylcyclohexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 98.1876 

Wiswesser Line Notation L6TJ Al 
Evaluation B 

79WIUGRO 

C7H14 (liq) 82GROlING 
Methylcyclohexane 
Heat Capacity 298.15 K, Cp= 185.29 J. mol-I. K- 1 

Tpmpt"_ratnr~ range 298.15 K. One temperature. 
Molecular Weight 98.1876 
Wiswesser Line Notation L6TJ Al 
Evaluation A 

C7H 14 (jiq) 
Methylcyclohexane 
Heat Capacity 293.15 K, 

One temperature. 
Molecular Weight 98.1876 
Wiswesser Line Notation L6TJ Al 
Evaluation B 

C7H14 (liq) 
Methylcyclohexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 98.1876 
Wiswesser Line Notation L6TJ A I 
Evaluation A 

C,H14 (liq) 
Methylcyclohexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 98.1876 
Wiswesser Line Notation L6TJ A j 
Evaluatiun A 

C,H14 (liq) 
Cycloheptane 
Heat Capacity 298.15 K 

Temperature range t2 to 300 K. 
Entropy 298.15 K, 
Phll'le Changes 
c,IV/c,III 

c,IIIIc,II 

c,Ilfc,l 

c,lfliq 

134.8 K, 

198.2 K, 

212,4 K, 

265.12 K, 

Molecular Weight 98.1876 
Wiswesser Line Notation UTJ 
Evaluation A 

83SIDfSVE 

85TA)\: 

88SHIfOGA2 

Cp == 184.38 J. moJ- f • K- ' 

56FIN/SCC 

S=242.55 ]·mol-·I·K- I 

AH==A966.4 J·mol- I 

AS=36.84 J·mol-- I • K- 1 

AH=289.5 J·mer l 

AS::=1.46 J·mo!-I·K- 1 

6.H=449.8 J·mol-\ 
AS=2.12 J·mo\-I·K- 1 

AH::::: 1882.0 J. mol-I 
AS=7.10 J·mol-1·K-! 
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C7H 14 (liq) 
Cycloheptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 98.1876 
Wiswesser Line Notation L 7TJ 
Evaluation B 

75JOLIBOI 

79FORIDAR C7H14 (liq) 
Cycloheptane 
Heat Capacity 298.15 K, Cp =180.614 J 

·mol-I·K- I 

One temperature. 
Molecular Weight 98.1876 
Wiswesser Line Notation L 7TJ 
Evaluation B 

C7H14 (liq) 
Cycloheptane 
Phase Changes 
c,IV/c,III 
c,IIIIc,I 

135.7 K 
206.3 K 

Overlap of the III to II and the II to I transitions. 
Molecular Weight 98.1876 
Wiswesser Line Notation L 7TJ 
Evaluation A 

90HAIIGIL 

C7H14N202 (c) 91ABAIDEL 
a-Acetylaminoisobutyro-N' -methylamide(DL); 
2-(Acetylamino )-N ,2-dimethylpropanamide(DL) 
Heat Capacity 298 K, Cp =229.10 J. mol-I. K- I 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 158.l998 
Wiswesser Line Notation lXl&VM1&MVI -DL 
Evaluation C 

70AND/COU 
2,4-Dimethyl-3-pentanone; Diisopropyl ketone 
Heat Capacity 298.15 K, Cp =233.7 J. mol-I. K- I 

Temperature range 10 to 320 K. 
Entropy 298.15 K, 5=318.0 J. mol-I. K- I 

Phase Changes 
c/liq 204.81 K, I1H=:11180 J·mol- I 

115=54.58 J·mol-I·K- I 

Molecular Weight 114.1870 
Wiswesser Line Notation lYI&VY1&1 
Evaluation A 

C7H 140 Oiq) 88CACICOS 
I-Methy1cyclohexanol 
Heat Capacity 298.15 K, Cp =279.05 j·mol-I·K- I 

One temperature. 
Molecular Weight 114.1870 
Wiswesser Line Notation L6TJ AQ A I 
Evaluation B 

C7H140 (Jiq) 88CACICOS 

2-Methy1cyclohexanol 
Heat Capacity 298.15 K; Cp=267.44J·mol- I.K- 1 

One temperature. Mixed isomers. Cp(trans isomer)=262.98; (cis 
isomer)=268.95 JIK· mol. 

Molecular Weight 114.1870 
Wiswesser Line Notation L6TJ AQ B 1 
Evaluation B 

C7H140 (liq) 
2-Methy1cyclohexanol 
Heat Capacity 290 K, 

One temperature. 
Molecular Weight 114.1870 
Wiswesser Line Notation L6TJ AQ B 1 
Evaluation C 

24HERIBLO 

C7H140 (liq) 24HERIBLO 
3-Methy1cyclohexanol 
Heat Capacity 290 K, C p =201.7 J. mol-I. K- I 

One temperature. 
Molecular Weight 114.1870 
Wiswesser Line Notation L6TJ AQ Cl 
Evaluation C 

C7H140 (Jiq) 24HERIBLO 
4-Methy1cyclohexanol 
Heat Capacity 290 K, Cp =202.1 J·mol-I·K- I 

One temperature. 
Molecular Weight 114.1870 
Wiswesser Line Notation L6TJ AQ Dl 
Evaluation C 

C7H140 (Jiq) 72ADAISUG 
Cycloheptanol 
Heat Capacity 298.15 K, Cp=250.22J.mol- I.K- 1 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 5=241.638 J. mol-I. K- I 

Phase Changes 
c,IIIc,I 258.45 K, I1H=875 J. mol- I 

115=3.39 J. mol-I. K- I 

c,II'/c,II 172.23 K 
I1H =2925 J. mol- I between 162.50 and 176.50 

c,lII1c,1I 227.26 K, I1H=554 J. mol- I 

115=2.44 J. mol-I. K- I 

c,lII'/c,III 152.30 K, I1H=58.07 J·mol- I 

115=0.38 J·mol-I·K- I 

c,III"/c,III 
c,I/liq 

128.2 K 
280.30 K, 

Molecular Weight 114.1870 
Wiswesser Line Notation L 7TJ AQ 
Evaluation A 

C7H I40 (Jiq). 
Cycloheptanol 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 114.1870 
Wiswesser Line Notation L 7TJ AQ 
Evaluation B 

I1H= 1604 J. mol- I 

115=5.72 J. mol-I. K- I 

76CON/GIN 
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C7HI40 (liq) 87MILIFEN2 
3-Methylhexanal 
Heat Capacity 323.15 K, Cp =245.94 J. mol-I. K- I 

Temperature range 323.15 to 428.15 K. 
Molecular Weight 114.1870 
Wiswesser Line Notation VHl Y3 
Evaluation A 

C7H140 (liq) 87MILIFEN2 
3,4-Dimethylpentanal 
Heat Capacity 323.15 K, Cp =235.60J.mol- I.K- I 

Temperature range 323.15 to '428.15 K. 
Molecular Weight 114.1870 
Wiswesser Line Notation VHIY1&YI&1 
Evaluation A 

C7HI40 (liq) 1881REI 
Heptanal; Oenanthal; Enanthal; n-Heptaldehyde 
Heat Capacity 298 K, Cp =204.6 J·mol-I·K- I 

Temperature range 298 to 450 K. 
Molecular Weight 114.1870 
Wiswesser Line Notation VH6 
Evaluation D 

C7H140 (liq) 
Heptanal; Oenanthal; Enanthal; n-Heptaldehyde 

56PARIKEN 

Heat Capacity 298.15 K, Cp =250.33 J. mol-I. K- I 

Temperature range 80 to 300 K. 
Entropy 298.1 K, 5=348.5 J. mol-I. K- I 

Extrapolation below 80 K, 56.69 J·mol-I·K- I. 
Phase Changes 
c/liq 229.8 K, 

Molecular Weight 114.1870 
Wiswesser Line Notation VH6 
Evaluation B( C p),C(S) 

!J..H=23585 J·mol- I 

!J..5=102.63J 

C7HI40 (Jiq) 82 DYAIVAS 
Heptanal; Oenanthal; Enanthal; n-Heptaldehyde 
Heat Capacity 298.15 K, Cp =230.78J.mol- I.K- J 

Calculated from general equation: C p(J. mol- J· K- J)=(112.4 
:t4.2) -(59.94:t 3.46)X IO- ZT(K)+(10.93±0.74)X 10--+ 
T1+(20.66±0.57) X Il c (number of carbon atoms)+(2.65±0. 
19)X 1O-1Tnc ' 

Entropy 298.15 K, S=335.4J·mol- J·K- I 

Phase Changes 
c/liq .'1H=22890 J'mol- J 

Molecular Weight 114.1870 
Wiswesser Line Notation VH6 
Evaluatiun B 

C7H(.P (iiq) 84VAS/PET 
Heptanal: Oenanthal: Enanthal; n-Heptaldehyde 
Heat Capacity 298.15 K. Cp =230.15 J. mol- J· K- J 

Temperature range 10 to 350 K. 
Entropy 298.15 K. 
Phase Changes 
clliq 229.20 K 
Molecular Weight 114.1870 
Wiswesser Line Notation VH6 
Evaluation A 

5=335.43 J·mor-J·K- 1 
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C7H140 2 (liq) 
Ethyl-2,2-dimethylpropanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 130.1864 
Wiswesser Line Notation 20VX1&1&1 
Evaluation A 

C7H140 2 (liq) 
Ethyl-2,2-dimethylpropanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 130.1864 
Wiswesser Line Notation 20VX1&1&1 
Evaluation B 

C7H140 2 (liq) 
2-Methylbutanoic acid ethyl ester 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 130.1864 
Wiswesser Line Notation 2Yl&V02 
Evaluation B 

C7H140 2 (liq) 
Heptanoic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 305 K. 
Phase Changes 
dI/e,I 224.8 K, 

e,I/liq 265.83 K, 

Molecular Weight 130.1864 
Wiswesser Line Notation QV6 
Evaluation B 

C7Hl40 2 (liq) 
Heptanoie acid 
Heat Capacity '298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIe,! 219.99 K, 

e,l/liq 265.98 K, 

86NILIWAD 

92VERIBEC 

92VERIBEC 

82SCHIMIL 

!J..H=2038 J. mol- I 

!J..S=9.07 J. mol-I. K- J 

!J..H=15437 J·mol- 1 

!J..S=58.07 J. mol-I. K- 1 

91LABIWES 

!J..H=2163.4 J·mo!-l 
!J..S=9.412 J. mol-I. K- I 

!J..H= 15129.9 J. mol- J 

!J..S= 57.295 J·mol- I
• K- ' 

Molecular Weight 130.1864 
Wiswesser Line Notation QV6 
Evaluation A 

C7Hu02 (Jiq) 
Pentyl ethanoate; n-Amyl acetate 
Heat Capacity 304.0 K, 

One temperature. 
Molecular Weight 130.1864 
Wiswesser Line Notation 50V1 
Evaluation C 

39PHI 
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C,Hl40 3 (Jig) 82BIRISIK 
2-Hydroxyethyl-2',2' -dimethylpropionate; 2-Hydroxyethy I pivalate 
Heat Capacity 298.15 K, Cp =308.0 J·mol-I·K- I 

Temperature range 270 to 370 K. Equation only. Cp = 15.79 
+ l.337T-O.OO1l97T2 J. mol-I. K- I. 

Molecular Weh!ht 146.1858 
Wiswesser Line Notation Q20VXl&1&1 
Evaluation C 

C,H1SBr (Jiq) 
I-Bromoheptane; n-Heptyl bromide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 179.0995 
Wiswesser Line Notation E7 
Evaluation B 

C,HtsCI (Jiq) 
l-Chloroheptane; n-Heptyl chloride 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 134.6485 
Wiswesser Line Notation G7 
Evaluation B 

C,H1SI (liq) 
l-Iodohcptanc; n-IIcptyl iodide 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 226.1000 
\Viswesser Line Notation 17 

Evaluation B 

C7H 1SN (Jiq) 
Octahydroazocine 
Heat Capacity 

One temperature. 

298 K, 

Molecular Weight 113.2022 

Wiswesser Line Notation T8MTJ 
Evaluation C 

N,N.2-Trimethylalanine methyl ester 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 145.2010 
Wiswesser Line Notation JOVXl&I&Nl&l 
Evaluation B 

C7HI/i (Jiq) 
2A-Dimethylpentane 

93SHE 

93SHE 

93SHE 

76CON/GIN 

92VERIBEC 

30HUFIPAR2 

Heat capacity LY4.4 K. C p =22U.Y J. mol-I. K- I 

Temperature range 92 to 294 K. Value is unsmoothed experimental 
datum. 

Entrop~' 298.1 K, 5=291.6 J·mol-I·K- 1 

Extrapolation below 90 K, 65.90 J. mol- I. K -I. 

Phase Changes 
clliq 152.5 K. 

Molecular Weight 100.203";' 

Wiswesser Line Notation I Y I & 1 Y & 1 
Eyaluation B(Cp).C(S) 

!1H=6694 J. 11101- 1 

..lS=43.90 J·mol-I·K- I 

C,H16 (Jig) 
2A-Dimethylpentane 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 

Phase Chan2es 
c/liq 153.97 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation IYl&lY&1 
Evaluation A 

C,H16 (liq) 
2,2,3-Trimethylbutane 

6 I HUF/GRO 

~H=6845 J·mol- 1 

~S=44.46 J. mol-I. K- I 

30HUFIPAR2 

Heat Capacity 293.9 K, Cp =208.4 J. mol-I. K- 1 

Temperature range 89 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=27.11 J·mor-I·K- I 

Extrapolation below 90 K, 14.0 cal· mol-I. K -I. 

Phase Changes 
c,I1/c,I 121.0 K, ~H=2377 J. mol-I 

~S=19.64 J·mo]-I·K- I 

Hump in heat capacity curve at about 105 K, with excess enthalpy 
of 243 J. mor' I . 

c,IJIiq 247.7 K, 

Molecular Weight 100.2034 

~H=2201 J·mol- I 

~S=8.89 J·mor·I·K· 1 

Wiswesser Line Notation I Yl&Xl&l&1 
Evaluation B( C p),C(S) 

C,H'6 (riq) 
2,2,3-Trimethylbutane 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298. J 5 K, 
Phase Changes 

Lambda-type transitions at 87, 108 K. 
c,II1c,l 121.4 K. 

Molecular Weight ] 00.2034 

61 HUF/GRO 

~H=2242 J'mol- I 

~S=18.47 J·mol-I·K- 1 

Wiswesser Line Notation I Y 1 &X 1 & 1 & I 
Evaluation A 

C 7H I6 (Jiq) 30HUFIPAR2 
3,3-Dimethy I pentane 
Heat Capacity 292.9 K, C,,=211.7 J·mol-I·K·- I 

Temperature range 92 to 293 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S =293.3 J. mol-I. K- I 

Extrapolation below 90 K, 60.67 J. mol-· i . K- I. 

Phase Changes 
c/liq 138.2 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 2X2& 1 & 1 
Evaluation B(Cp).qS) 

!lH=7067 J·mo]" 
..lS=51.14 J·mol-I·K- 1 
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C7H 16 (liq) 
3,3-Dimethylpentane 
Heat Capacity 298.15 K, 

Temperature range lO to 400 K. 
Entropy 298.15 K, 
Phase Changes 
c,lI/c,I l32.7 K, 

c,IIIliq l38.20 K, 

c,I1liq 138.75 K, 

Molecular Weight lOO.2034 
Wiswesser Line Notation 2X2& 1 & 1 
Evaluation A 

76FINIMES 

D.H=793.7 J. mol- l 

D.5=5.98 J·mol-I·K- 1 

D.H=7642.5 J. mol- l 

D.5=55.30 J·mol-I·K- 1 

D.H=6846.3 J. mol- l 

D.5=49.34 J·mol-I·K- 1 

C7H16 (liq) 30HUFIPAR2 
2,3-Dimethylpentane 
Heat Capacity 291.5 K, Cp =215.9 J·mol-I·K- 1 

Temperature range 68 to 292 K. Value is unsmoothed experimental 
datum. 

Eulwl'Y 298.1 K, S=306.3 J·mol-1·K- 1 

Extrapolation below 70 K, 69.5 J. mol-I. K- 1• Forms glass at low 
temperatures. Value includes estimated zero point entropy of 17 J 
·mol-I·K- 1• 

Molecular Weight 100.2034 

Wiswesser Line Notation 2Yl&Yl&1 
Evaluation B(Cp)'C(S) 

C7H16 (liq) 
2,3-Dimethylpentane 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 

76FINIMES 

Entropy 298.15 K, 5=297.1 J·mol-I·K- 1 

Molecular Weight lOO.2034 
Wiswesser Line Notation 2Yl&Yl&1 
Evaluation A 

T(glass)=82.6 K. 

C7H16 (liq) 
3-Ethylpentane 

30HUFIPAR2 

Heat Capacity 294.8 K, Cp =217.6 J·mol-I·K- 1 

Temperature range 92 to 295 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, 5=312.1 J·mol-I·K- 1 

Extrapolation below 90 K, 68.87 J. mol-I. K- 1• 

Phase Changes 
cfliq 154.3 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 2Y2&2 
Eyaluation D(Cp)'C(S) 

C7H 16 (Iiq) 
3-Ethylpentane 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K. 
Phase Changes 
clliq 154.58 K. 

Molecular Weight 100.2034 
Wiswesser Line Notation 2Y2&2 
Evaluation A 

Doli =9460 J. mul- I 

D.5=61.31 J. mol-I. K- 1 

61HUF/GRO 

:lH=9548 J'mol- l 

D.5 =6 1.77 J. mol-I. K- 1 
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C7H16 (liq) 30HUFIPAR~ 

2,2-Dimethylpentane 
Heat Capacity 294.1 K, Cp =217.1 J. mol-I. K- 1 

Temperature range 92 to 294 K. Value is unsmoothed experimenta 
datum. 

Entropy 298.1 K, 5=284.9 J·mol-I·K- 1 

Extrapolation below 90 K, 64.10 J. mol-I. K- 1• 

Phase Changes 
clliq 148.1 K, 

Molecular Weight lOO.2034 
Wiswesser Line Notation 3Xl&I&1 
Evaluation B( C p),C(S) 

C7H16 (liq) 
2,2-Dimethy lpentane 
Heat Capacity 298.15 K, 

Temperature range lU to JUU K. 
Entropy 298.15 K, 

Phase Changes 
clliq 149.43 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 3Xl&I&1 
Evaluation A 

C7H 16 (liq) 
3-Methylhexane 

D.H=5862 J·mol- l 

D.5=39.58 J. mol-I. K- I 

6IHUF/GRC 

D.H=5824 J·mol- l 

DoS=38.98 ]·mol-I·K- 1 

30HUFIPAR: 

Heat Capacity 289.2 K, Cp =214.2 J. mol-I. K- I 

Temperature range 71 to 289 K. Value is unsmoothed experimenta 
datum. 

Entropy 298.1 K, 5=309.6 J. mol-I. K- 1 

Extrapolation below 70 K, 70.71 J. mol-I. K- 1• Forms glass a 
low temperatures. Value includes estimated zero point entropy a 
17 J·mol-I·K- I. 

Molecular Weight 100.2034 
Wiswesser Line Notation 3Y2&1 
Evaluation B(Cp),C(S) 

C7H16 (liq) 36PARITHC 
3-Methylhexane 
Heat Capacity 289.2 K, Cp =216.7 J·mol-I·K- 1 

Temperature range 71 to 290 K. Glass at lower temperatures. Valu, 
is unsmoothed experimemal damm. 

Molecular Weight lOO.2034 
Wiswesser Line Notation 3Y2&1 
Evaluation B 

C7H 16 . (Jiq) 30PARIHUI 

2-Methylhexane 
Heat Capacity In.4 K, Cp =219.2 j.mol-I.K 1 

Temperature range 86 to 293 K. Value is unsmoothed experiment;:; 
datum. 

Entropy 298.15K, 5=314.6J·mol- I·K- 1 

Extrapolation below 90 K. 
Phase Changes 
c/liq 154.0 K. 

Molecular Weight lOO.2034 
Wiswesser Line Notation 4 Y I & 1 
Evaluation B(Cp)'C(S) 

D.H=8870 J·mol- I 

D.5=57.60 J·mol- I. K- I 
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C,H16 (liq) 
2-Methylhexane 

30HUFIPAR2 

Entropy 298.1 K, S=315.1 J·mol-I·K- I 

Extrapolation below 90 K, 70.12 J·mol-I·K- I. Based on 
previously published specific heat data, 30PARlHUF. 

Phase Changes 
clliq 154.0 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 4Yl&1 
Evaluation C(S) 

C,H16 Oiq) 
2-Methylhexane 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 

Lambda-type transition at 72 K. 
clliq 154.90 K, 

Molecular W(light lOO.?md 

Wiswesser Line Notation 4Yl&1 
Evaluation A 

C,H16 Oiq) 
n-Heptane 

!J.H=8870 J·mol- I 

!J.S=57.60 J·mol-I·K- I 

6IHUF/GRO 

!J.H=9184 J. mol- I 

!J.S=59.29 J·mol-I·K- I 

24WILIDAN 

Heat Capacity 303 K, Cp=217.0 J·mol-I·K- I 

Temperature range 303 to 350 K. Equation only. 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation C 

C7H16 Oiq) 
n-Heptane 

30PARlHUF 

Heat Capacity 299.2 K, Cp =222.2 J·mol-I·K- I 

Temperature range 90 to 300 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=326.4 J·mol-I·K- I 

Extrapolation below 90 K, 71.00 J. mol-I. K- I. 
Phase Changes 
clliq 182.2 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B(Cp)'C(S) 

C7H16 (Jiq) 
n-Heptane 

.:1H=14163 J·mol- I 

!J.S=77.73 J. mol-I·K- I 

30HUFIPAR2 

Entropy 298.1 K, 5=330.1 J·mol-I·K- I 

Extrapolation below 90 K, 71.00 J. mol -I. K- I. Based on 
previously published specific heat data, 30PAR/HUF. 

Phase Changes 

c!Iiq 182.2 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation C(S) 

C7H'6 Oiq) 
n-Heptane 
Heat Capacity 298.1 K, 

Temperature range 293 to 323 K. 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation C 

~H= 14163 J. mol-I 
.:15=77.73 J. mol-I. K- I 

32RICIWAL 

C,H16 (liq) 37VOL 
n-Heptane 
Heat Capacity 298K, Cp =223.0J.mol- I.K- 1 

One temperature. C p given as 0.532 caVdeg/gram. 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
300.8 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation C 

C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation C 

C7H16 (Iiq) 
n-Heptane 

39PHI 

39BYK 

40PIT 

Heat Capacity 296.5 K, Cp =224.60 J. mol-I. K- I 

Temperature range 15 to 318 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=328.86 J. mol-I. K- I 

Phase Changes 
c/liq 182.52 K, !J.H= 14040.7 J. mol-I 

!J.S=76.93 J·mol-I·K- 1 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C7H16 Oiq) 
n-Heptane 
Heat Capacity.,· 298.15 K, 

Temperature range 278 to 318 K. 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C7H16 (Jiq) 
n-Heptane 
Heat Capacity 298.15 K, 

Temperatllre nlnee 2") to ")20 K 

Phase Changes 
c/liq 182.56 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

See correction in 53GINIFUR2. 

470SB/GIN 

53GINIFUR 

!J.H=14022 J'mol- I 

!J.S=76.81 J. mol-I. K- 1 
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C7H16 (Jiq) 
n-Heptane 
Heat Capacity 298.15 K, 

Temperature range 20 to 520 K. 
Entropy 298.15 K, 
Phase Changes 
C!liq 182.56 K, 

Molecular Weight lOO.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C7H16 (liq) 
n-Heptane 
Heat Capacity 299.8 K, 

Temperature range 70 to 220 oF. 
Molecular Weight lOO.2034 
Wi1SWt:1S1St:l' Lillt: Nutatiull 7H 

Evaluation B 

C7H 16 (liq) 
n-Heptane 
Heat Capacity 332 K, 

Mean value 22 to 96°C. 
Molecular Weight 100.2034 

Wiswesser Line Notation 7H 
Evaluation C 

C7H16 (Jiq) 
n-Heptane 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c!liq 182.55 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C7HI6 (liq) 
n-Heptane 

54DOU/FUR 

ilH= 14022 J. mol- t 

ilS=78.81 J. mol-I. K- I 

55HELIHEI 

58SWIIZIE 

6lHUF/GRO 

ilH=14037 J·mol- I 

ilS=76.89 J. mol-t. K- I 

61MCC/MES 

Heat Capacity 298.15 K, Cp =224.93J·m01- I .K-- 1 

Temperature range 10 to 370 K. C,atOiq)=56.582-0.14490T 
+5.7813x 1O--ITl -4.1667X I 0 -7T' cal· mol-I 

Phase Changes 
c/llq 

l\lolecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C7H t6 (iiq) 
n-Heptane 
Heat Capacity 
Phase Changes 
c/liq 

298.15 K. 

182.56 K. 

:\lolecular Weight 100.203..!
Wiswesser Line Notation 7H 
Evaluation B 

J.H=!4UJ/ J.mo! I 

..lS=76.89 J. mol-I. K- 1 

630ET 

..lH= 1..!-030.6 J. mol-I 

..lS=76.81 J·mo!-I·K- I 

Run as check on calorimeter. No details. 
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C7H 16 (Jiq) 
n-Heptane 
Heat Capacity 250 K, 

Temperature range 130 to 263 K. 
Phase Changes 
clliq 182.56 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (Jiq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C7H16 (Jiq) 
n-Heptane 
Heat Capacity 298.15 K, 

Temperature range 298 to 323 K. 
Molecular Weight lOO.2034 
Wiswesser Line Notation 7H 

Evaluation A 

C7H16 (liq) 
n-Heptane 
Heat Capacity 298 K, 

Temperature range 300 to 463 K. 
Molecular Weight lOO.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (Jiq) 

n-Heptane 

72MIL 

ilH= 14061 J. mol- t 

ilS=77.02 J. mol-I. K- I 

73KALIWOY 

74DIAIREN 

7SGRIlRAS 

75HOLIZIE 

Heat Capacity 298.1S K, Cp =224.19J.m01- I .K- 1 

Temperature range 182 to 312 K. Cp =866.18820 
-9.9628490T+0.054S6108ST2-0.000 13079634T3+ 1. 
1957392xlO-7r J·mol-I·K- I. 

Phase Changes 
c,I/liq 182.586 K 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C7HI6 (Jiq) 
n-Heptane 
Heat Capacity 

One temperature. 
303.1S K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq) 
n-Heptane 
Heat Capacity 298.1S K, 
l\lolecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

7SWOY/KAL 

C
p

=226.53 J. mol-I. K- 1 

76FORIBEN2 
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C7Hl6 (Jiq) 
n-Heptane 
Heat Capacity 298.15 K, 

Temperature range 160 to 350 K.. 
Phase Changes 
clliq 182.7 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq). 
n-Heptane 
Heat Capacity 

One temperature. 
333.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

77MEIIBLO 

LlH=14059 J·mol- I 

LlS=77.0 J·mol-I·K- I 

78WOY/KAL 

C,H16 Oiq) 79BRO/ZIE 
n-Heptane 
Heat Capacity 298.15 K, Cp =224.66J.mol- I.K- 1 

Temperature range 183 to 302 K. Results as equation only. 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
300 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7HJ6 (liq) 
n-Heptane 

Heat Capacity 285 K, 
Temperature range 90 to 285 K. 

Phase Changes 
c/liq 182.59 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Ev~uation A 

n-Heptane 

79CZA 

79GROIHAM 

79SCH/OFF 

~H=14053 J·mol- I 

LlS=76.96 J·mol-I·K- I 

80KAL/JED 

Heat Capacity 297.860 K. C p =224.62 J. mol-I. K- I 

Temperature range 185 to 300 K. Un smoothed experimental 
datum. 

IVlolecular 'Veight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7Hl6 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C,Hl6 (liq) 
n-Heptane 
Heat Capacity 298 K, 

Temperature range 298, 323, 363 K. 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7II16 (liq) 

n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7Hl6 (liq) 
n-Heptane 
Heat Capacity 300 K, 

Temperature range 220 to 380 K. 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C,H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H'6 (Jiq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7HJ6 Oiq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

81GROlING 

Cp =224.69 J·mol- I . K- I 

82TAN 

82ZAR 

83KIMtrRE 

83TAN/ZHO 

84GROllNG 

84ROU/GRO 

85BALIBRA 
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C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (Jiq) 
n-Heptane 
Heat Capacity 293.15 K, 

TCIllJ:lCHtlUIC iclllgc 293.1.5,313.1.5 K. 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (liq) 
n-Heptane 
Heat Capacity 300 K, 

Temperature range 10 to 350 K. 
Phase Changes 
c/liq 182.57 K, 
Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

C7H'6 Oig) 
n-Heptane 
Heat Capacity 

One temperature. 
2n.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
EvaluatIon B 

C7H'6 (Jig) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
\Viswesser Line Notation 7H 
Evaluation B 

85LAIJROD 

85TANINAK 

87KALIKOH 

87TAN 

87VANNAN 

LlH= 13990 J. mol- I 

87WILIING 

88ANDIPAT 
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C7H16 (liq) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation B 

C7H16 (Iig) 
n-Heptane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 100.2034 
Wiswesser Line Notation 7H 
Evaluation A 

88SAIITAN 

88SHVOGA 

C7H160 (liq) 36EVAJEDl 
4,4-Dimethyl-3-oxahexane; tert-Amyl ethyl ether 
Heat Capacity 298 K, Cp=243 ]·mol-I·K- I 

One temperature. 
Molecular Weight 116.2028 
Wiswesser Line Notation 2Xl&I&02 
Evaluation C 

C7H160 Oig) 
3-Ethyl-3-pentanol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 116.2028 
Wiswesser Line Notation QX2&2&2 
Evaluation B 

C7H 160 (Jig) 
I-Heptanol; n-Heptyl alcohol 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 

88CACICOS 

56PARlKEJ\ 

Entropy 298.1 K, S=325.9 J·mol-I·K- I 

Extrapolation below 80 K, 65.06 J. mol-I. K- I. 
Phase Changes 
c/liq . .240.4 K, 

Molecular weight 116.2028 

Wiswesser Line Notation Q7 
Evaluation B(Cp)'C(S) 

C7H 160 (Jig) 
I-Heptanol; n-Heptyl alcohol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 116.2028 
Wiswesser Line Notation Q7 
Evaluation C 

LlH=18175 J·mol- I 

LlS=75.60 J. mol-I. K- I 

59HUT/BAl 

C7H'60 (Jig) 79GRIIYAJ\ 
I-Heptanol; n-Heptyl alcohol 
Heat Capacity 302.97 K, CI'=278.9 J. mol-I. K- I 

Temperature range 303 to 462 K. p=0.98 bar. 
Molecular Weight 116.2028 
Wiswesser Line Notation Q7 
Evaluation B 
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C7H 160 (Jiq) 
I-Heptanol; n-Heptyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 116.2028 
Wiswesser Line Notation Q7 
Evaluation C 

84ZEG/SOM 

C7H l60 (Jiq) 88NAZIBAS 
I-Heptanol; n-Heptyl alcohol 
Heat Capacity 303.35 K, Cp =297.0 J. mol-I. K- 1 

Temperature range 303 to 447 K. p=O.l MPa. Unsmoothed 
experimental datum given as 2.556 kJ/kg· K. C p data given at 
pressures from 0.1 to 50 MPa. 

Molecular Weight 116.2028 
Wiswesser Line Notation Q7 
Evaluation B 

C7H I60 (liq) 89VES/BAR 
I-Heptanol; n-Heptyl alcohol 
Heat Capacity 298.15 K, Cp =270.8 J·m01- 1·K- 1 

Temperature range 298.15 to 318.15 K. 
Molecular Weight 116.2028 
Wiswesser Line Notation Q7 
Evaluation A 

C7H I60 (Jiq) 
4-Heptanol 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 116.2028 
Wiswesser Line Notation QY3&3 
Evaluation B 

76COr\/GIN 

73KUS/SUU 
2,5-Dioxanonane: I-n-Butoxy-2-methoxyethane 
Heat Capacity 298.15K, C,,=282.0J.mol- I.K- 1 

One temperature. 
Molecular Weight 132.2022 
Wiswesser Line Notation 40201 
Evaluation B 

C7HI6S (liq) 

I-Heptanethiol; n-Heptyl mercaptan 
Heat Capacity 298.15 K. 

One temperature, 
Molecular Weight 132.263.:1-
Wiswesser Line Notation SH7 
Evaluation A 

C7H l6S (liql 

I-Hcptanethiol: n-Heptyl mercaptan 
Heat Capacit~' 298.15 K 

Temperature range 10 to :'10 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 229.92 K. 

Molecular Weight 132.263-\. 
Wiswesser Line ~otation SH7 
Evaluation A 

66GOO/DEP 

70FIN/MCC 

5=375.35 J. mol-I. K- I 

..lH=25384 J·rnol- I 

..l5= IIOAO J. mol-I. K- 1 

C7H I7NSi (Jiq) 74LEBIRAB 
N-(f3-Trimethylsilylethyl)ethylenimine 
Heat Capacity 

Temperature range 50 to 300 K. Data given graphically. 
Phase Changes 
c/Jiq 176.54 K, ~H=10623 J·mol- 1 

~5=60.2 J. mol-I. K- 1 

Molecular Weight 143.3035 
Wiswesser Line Notation T3NTJ A2-SI-l&I&1 
Evaluation A 

C7H17NSi (Jiq) 74LEBITSV 
N-(f3-Trimethylsilylethyl)ethylenimine 
Heat Capacity 300 K, 

Temperature range 64 to 300 K. 
Entropy 300 K, 
Phase Changes 
c/llq 1'/6.54 K, dH=JU6:lJ J.mol I 

~5=60,2 J. mol-I. K- I 

Molecular Weight 143.3035 
Wiswesser Line Notation T3NTJ A2-SI-I&1&1 
Evaluation A 

T(g!ass)= 124.0 K. Data given for glassy state from 50 to 150 K. 

C7H 17NSi (liq) 75LEBITSV 
N -(f3-Trimethy !silylethyl)ethy lenimine 
Heat Capacity 300 K, Cp =300.8 J·mol-I·K- I 

Temperature range 6 to 300 K. 
Entropy 300 K, 5 =406.5 J. mol-I. K- 1 

Phase Changes 
clIiq 176.54K, ~H=10623J·mol-1 

~5=60.2 J·mol-I·K- I 

Molecular Weight 143.3035 
Wiswesser Line Notation T3NTJ A2-SI-l&I&1 
Evaluation A 

T(glass)=124.0 K. 

(C7H I7NSi)n (Jiq) 74LEBIRAB 
Poly-N -(f3-trimethy lsily lethy l)ethy lenimine 
Heat Capacity 

Temperature range 50 to 300 K. Data given graphically. 
Molecular WeigHt 143.3035 . 
Wiswesser Line Notation 1*2N&2-SI-l&I&1 &*1 
Evaluation A 

T(glass)=205.5 K. 

(C7H I7NSi)n (Jiq) 75LEBITSV 
Poly-N-(f3-trimethylsilylethyl)ethylenimine 
Heat Capacity 300 K, C,,=287.4 J·mo!-I·K- I 

Temperature range 6 to 300 K. 
Entropy 300 K, 5=294,1 J·mol-1·K- 1 

Molecular Weight 143.3035 
Wiswesser Line Notation 1*2N*2-SI-I&I&11 &*/ 
Evaluation A 

T(glass)=207.5 K. 
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C7H2oSi2 (c) 75GUSIKAR 
Hexamethyldisilylmethane 
Heat Capacity 298.15 K, Cp =357.52 J·mol- I. K- I 

Temperature range 10 to 300 K. Data given graphically. 
Entropy 298.15 K, S=515.89 J·mol-I·K- I 

Phase Changes 
cllig 140.70 K, ~H=11113 J·mol- I 

~S=78.99 J. mol-I. K- I 

lig/g 460.58 K, 

Molecular Weight 160.4060 

~H=40250 J. mol-I 
~S=98.99 J·mol-I·K- I 

Wiswesser Line Notation I-SI-l&I&I-SI-l&I&1 
,Evaluation B 

C7H2oSi2 (Jig) 
Hexamethyldisilylmethane 
Heat Capacity 298.15 K, 

Temperature range 12 t; 300 K. 

Entropy 298.15 K, 
Phase Changes 

82GUS/KAR 

c/Iig 140.70 K, ~H=11113 J'mol- I 

as=78.99 J. mol-I. K- 1 

Molecular Weight 160.4060 
Wiswesser Line Notation I-SI-l&I&I-SI-l&I&1 
Evaluation A 

CsDs (lig) 
Styrene-dg 
Heat Capacity 

One temperature. 
Phase Changes 

298.15 K, 

85LEBILEB 

c/lig 243.74 K, ~H= 10800 J·mol- 1 

~S=44.3 J. mol-I. K- I 

Molecular Weight 112.2144 
Wiswesser Line Notation lUIR &1/3/4/H-2 8 
Evaluation B 

(CSDS)n (gls) 
Polystyrene-dg 
Heat Capacity 298.15 K, 

Temperature range 7 to 330 K. 

83LEB/SMI 

Entropy 298.15 K, S= 154.6 J. mol-I. K- I 

Molecular Weight 112.2144 
Wiswesser Line Notation I*YR&1 *1 &1/2-BCDEF/4/H-2 8 
Evaluation A 

CSFI6 (Jig) 57YARIKAY 
Perfluorodimethylcyclohexane; 
Hexadecafluorodimethylcyciohexane 
Heat Capacity 298 K, Cp=405.0 J·mo!-I·K- 1 

Temperature range 298 to 373 K. Equation only. 
Molecular Weight 400.0624 
Wiswesser Line Notation L6TJ AXFFF AF BF CF DF EF FF 
XXFFF XF XF XF XF 
Evaluation C 

Unspecified isomer. 

CgF 160 (iiq) 57YARIKA Y 
Perfluoro-3-butyltetrahydrofuran; 
Hexadecafluoro-3-butyltetrahydrofuran 
Heat Capacity 298 K, C p =43 1.0 J·mo]-I·K- 1 

Temperature range 298 to 373 K. Equation only. 
Molecular Weight 416.0618 
Wiswesser Line Notation T50TJ BF BF CXFFXFFXFFXFFF CF 
OF OF EF EF 
Evaluation B 
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CSFlS (liq) 
n -Perfl uorooctane 
Heat Capacity 

82CAMlRE~ 

C p is given graphically only. Temperature range 4.2 to 300 K. 
Phase Changes 
c,II1c,I 190'-200 K, ~H=7222 J. mol-I 

~S=35.94 J·moI-I·K- 1 

Data given for two solid-solid transitions at 190 and 200 K. 
Molecular Weight 438.0592 
Wiswesser Line Notation FXFFXFFXFFXFFXFFXFFXFFXFFF 
Evaluation A 

(CSH3DS)n (gIs) 
Polystyrene-d5 

Heat Capacity 298.15 K, 
Temperature range 7 to 330 K. 

Entropy 298.15 K, 
Molecular Weight 109,1907 

83LEB/SM 

Wiswesser Line Notation I*YR&1 *1 &2-BCDEF/H-2 5 
Evaluation A 

CsH4CI20 2 (liq) 1881RE 
Phthalyl dichloride; o-Phthalyl dichloride 
Heat Capacity 298 K, C p=248.5 J·mol-I·K- 1 

Temperature range 290 to 475 K. 
Molecular Weight 203.0244 
Wiswesser Line Notation GVR BVG 
Evaluation D 

CgH4Cl20 2 (c) 73SAP/MO( 
Isophthaloyl dichloride; m-Phthalic acid dichloride 
Heat Capacity 300 K, Cp =203.9 J. mol-:· K- 1 

Temperature range 20 to 300 K. 
Entropy 300 K, S=240.5 J·mol-I·K- I 

Molecular Weight 203.0238 
Wiswesser Line Notation GVR CVG 
Evaluation C 

73SAP/MO( 
Terephthaloyl dichloride; p-Phthalic acid dichloride 
Heat Capacity 300 K, C p =207.9 J·mol-I·K- 1 

Temnerature rang~ 20 to 300 K. 
Entropy 300 K, S=226.1 J·mol-I·K- 1 

Molecular Weight 203.0238 
Wiswesser Line Notation GVR OVG 
Evaluation C 

CgH~C1202 (c) 79KARISA 

TerephthalyJ dichloride; p-Phthalic acid dichloride 
Heat Capacity 298.15 K, C,,=207.9 J. mol-I. K- 1 

Temperature range 60 to 298 K. 
Euhopy 298.15 K, 5-226.1 J·IlIU!-1·K- 1 

Molecular Weight 203.0238 
Wiswesser Line Notation GVR OVG 
Evaluation A 

CsH~C1202 (c) 82KARISHV. 
Terephthaloyl dichloride; p-Phthalic acid dichloride 
Phase Changes 
cJIIc,I 337.3 K, ~H=2335 J·mol- I 

US=6.90 J·mol-I·K- 1 

cJ/Jiq 356.1 K, 

Molecular Weight 203.0238 
Wiswesser Line Notation GVR OVG 
Evaluation B 

~H=21100 J. mol-I 
~S=59.3 J·mol-I·K- I 
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CsH4N2 (c) 
1,2-Dicyanobenzene; o-Phthalonitrile 
Heat Capacity 298.15 K, 

Temperature range 13 to 480 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 414.0 K, 

Molecular Weight 128.1330 
Wiswesser Line Notation NCR BCN 
Evaluation A 

CsH4N2 (c) 
1,2-Dicyanobenzene; o-Phthalonitrile 
Heat Capacity 298.15 K, 

Temperature range 13 to 500 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 414.0 K, 

Molecular Weight 128.1330 
Wiswesser Line Notation NCR BCN 
Evaluation A 

82KARlSHV 

ilH=20000 J. mol-I 
il5=48.26 J·mol- I·K- I 

84RABIKAR 

~H=20000 J'mol- I 

~5=48.26 J. mol-t. K- I 

CsH4N2 (c) 88LEBIBYK 
1,4-Dicyanobenzene; Terephthalodinitrile 
Heat Capacity 298.15 K, Cp =161.2 J·mol-I·K- I 

Temperature range 0 to 330 K. 
Entropy 298.15 K, 5=183.0 J·mol-I·K- I 

Molecular Weight 128.1330 
Wiswesser Line Notation NCR DCN 
Evaluation A 

CsH4N20 2 (c) 62STRIBAR 
1,4-Phenylenediisocyanate; 1,4-Diisocyanatobenzene 
Heat Capacity 298 K, Cp =211.7 J·mol-I·K- I 

One temperature. 
Molecular Weight 160.1318 
Wiswesser Line Notation OCNR DNCO 
Evaluation D 

CSH 40, (c) 36PARJTOD 

Phthalic anhydride 
Heat Capacity 298.1 K, Cp = 161.80 J·mol-I·K- I 

Temperature range 90 to 300 K. 
EntroPY 298.1 K. 5=179.5 J·mol-I·K- I 

Extrapolation below 90 K. 58.12 J·mol-t·K- t. 
Molecular Weight 148. 1178 
Wiswesser Line Notation T56 BVOVJ 
Evaluation B(C,,),C(S) 

CsH40 3 (c) 
Phthalic anhydride 
Heat Capacity 298.15 K. 

Temperature range 13 to 350 K. 

87BUS/MAS 

Entropy 298.15 K, 5=180.0 J·mol-I·K- 1 

Molecular Weight 148.1178 
Wiswesser Line Notation T56 BVOVJ 
Evaluation A 

CsHsAg (c) 80BYK/KIP 
Silver phenylacetylenide 
Heat Capacity. 298.15 K, Cp =156.8 J·mol-1·K- t 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 5=199.3 J·mol-1·K-1 

Molecular Weight 208.9955 
Wiswesser Line Notation -AG-IUUIR 
Evaluation A 

CsHsCu (c) "f':JLC.oJ.l:Hl\.. 

Copper phenylacetylenide 
Heat Capacity 298.15 K, C p = 154.0 J. mol-I. K- 1 

Temperature range 11 to 330 K. 
Entropy 298.15 K, 5=173.8 J·mol-t·K- 1 

Molecular Weight 164.6735 
Wiswesser Line Notation -CU-lUUIR 
Evaluation A 

CsHsCu (c) 82BYKlLEB 
('oppp.r php.nyl~~p.tylp.nilip. 

Heat Capacity 298.15 K, Cp =154.0 J·mol-I·K- 1 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 5=173.6 J·mol-1·K- t 

Molecular Weh!ht 164.6735 
Wiswesser Line Notation -CU-IUUIR 
Evaluation A 

83LEB/SMI 
Polystyrene-d3 

Heat Capacity 298.15 K, Cp =139.8 J·mol-I·K- I 

Temperature range 7 to 330 K. 
Entropy 298.15 K, 5= 143.5 J. mol-I. K- I 

Molecular Weight 107.1749 
Wiswesser Line Notation /*YR&1 */ &3/6/H-2 3 
Evaluation A 

3-Trifluoromethylbenzoic acid; m-Trifluorotoluic acid; 
a, a, a-Trifluoro-m-toluic acid 
Heat Capacity.,· 298.15 K; 

One temperature. 
Molecular Weight 190.1215 

Wiswesser Line Notation QVR CXGGG 
Evaluation B 

62GOOILAC 

CsHsMn03 (c) 83CHHIPOM 
Cymantrene; Cyclopentadienyl manganese tricarboxyl 
Heat Capacity 298.15 K, Cp =214.79 J·mol-I·K- 1 

Temperature range 10 to 300 K. 

Entropy 298.15 K, 
Phase Changes 
c,II/c,I 75-135 K, 

"Abnormally" high heat capacity. 
c/liq 350 K, 

Molecular Weight 204.0637 

ilH=19300 J·mol- I 

il5=55 J·mol-I·K- 1 

Wiswesser Line Notation L5cfyJ <f>-MN- CO 3 
Evaluation A 
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31SMIIAND 
Phenylacetylene 
Heat Capacity Cp =179.5 J·mol-I·K- 1 

Temperature range 102 to 298 K. Value is unsmoothed 
298.5 K, 

experimental datum. 
Molecular Weight 102.1354 
Wiswesser Line Notation 1 UU1R 
Evaluation C 

CSH6 Oiq) 
Phenylacetylene 

'Heat Capacity 298.15 K, 
Temperature range 13.8 to 480 K. 

Entropy 298.15 K, 
Phase Changes 
c/liq 228.04 K, 

Molecular Weight 101. U~4 

Wiswesser Line Notation 1UUIR 
Evaluation A 

CgH6Nz (c) 
Phthalazine 
Phase Changes 
clliq/g 364.41 K 
clliq 
c/g 298.15 K 
Molecular Weight 130.1488 
Wiswesser Line Notation T66 CNNJ 
Evaluation A 

CsH6Nz (c) 
Quinazoline 
Phase Changes 
c/liq/g 320.82 K 
c/liq 
c/g 298.15 K 
Molecular Weight 130.1488 
Wiswesser Line Notation T66 BN DNJ 
Evaluation A 

CsH6Nz (c) 
Quinoxaline 
Phase Changes 
c/liq/g 305.68 K 
c/liq 
c/g 298.15 K 
Molecular Weight 130.1488 
Wiswesser line Notation T66 BN ENJ 
Evaluation A 

CSH60 Oiq) 
2,3-Benzofuran 
Heat Capacity 298.15 K, 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIcJ 232.000 K 
c,IIliq 245.482 K 
Molecular Weight 118.1348 
Wiswesser Line Notation T56 BOJ 
Evaluation A 

82LEBIBYK 

LlH=9460 J·mol- I 

LlS=41.5 J·mol-I·K- 1 

93SABIPEM 

LlH=13320 J·mol- I 

LlH=81140 J·mol- I 

93SABIPEM 

LlH=16950 J'mol- I 

LlH=77590 J'mol- I 

93SABIPEM 

LlH= 11800 J. mo\-I 
LlH=69390 J'mo\-I 

86CHIINGU 
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92STE/CH 
Benzoyl formic acid 
Heat Capacity 298.15 K, Cp =192.9 J·mol-I·K- 1 

Temperature range 285 to 425 K. C/R(c)=0.025T+ 15.78 (285 t, 
338.9 K); C/R(Iiq)=0.0411T+ 17.67 (338.9 to 425 K), R=8.3145 
JIK·moi. 

Phase Changes 
clliq 338.9 K, LlH=21800 J. mol-I 
Molecular Weight 150.1336 
Wiswesser Line Notation QVVR 
Evaluation A 

CSH604 (c) 36PARITOJ 
o-Phthalic acid; Phthalic acid 
Heat Capacity 298.1 K, 

Temperature range 90 to 300 K. 
Entropy 298.1 K, S=207.94 J·mol-I·K- 1 

Extrapolation below 90 K, 66.19 J. mol-I. K -I. 
Molecular Weight 166.1330 
Wiswesser Line Notation QVR BVQ 
Evaluation B( C p),C(S) 

CSH604 (c) 39SAT/SOG 
o-Phthalic acid; Phthalic acid 
Heat Capacity 323 K, Cp =201.7 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 166.1330 
Wiswesser Line Notation QVR BVQ 
Evaluation C 

Same data in 40SAT/SOG. 

CSH604 (c) 41SAT/SOG 
o-Phthalic acid; Phthalic acid 
Heat Capacity 323 K, Cp =201.7 J. mol-I. K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 166.1330 
Wiswesser Line Notation QVR BVQ 
Evaluation C 

Same data in 40SAT/SOG5. 

CS~04 (c) 39SAT/SOG 
m-Phthalic acid; Isophthalic acid 
Heat Capacity 323 K, Cp =201.7 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 166.1330 
Wiswesser Line Notation QVR CVQ 
Evaluation C 

See data in 40SAT/SOG. 

CsH604 (c) 41SAT/SOG 
m-Phthalic acid; Isophthalic acid 
Heat Capacity 323 K, C p=201.7 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 166.1330 
Wiswesser Line Notation QVR CVQ 
Evaluation C 

Same data in 40SAT/SOG5. 
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CSH604 (c) 41SAT/SOG4 
p-Phthalic acid; Terephthalic acid 
Heat Capacity 323 K, Cp =199.6 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 166.1330 
Wiswesser Line Notation QVR DVQ 
Evaluation C 

Same data in 40SAT/SOG5. 

CSH6S (c) 
Benzothiophene 
Heat Capacity 298.15 K, 

Temperature range 12 to 335 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 304.50 K, 

Mulecular Weight 134.1954 

Wiswesser Line Notation T56 BSJ 
Evaluation A 

54FIN/GRO 

LlH=1l827 J·mol- I 

LlS=38.84 J. mol-I. K- I 

CSH6S (c,l) 91CHIlKNI2 
Benzothiophene 
Heat Capacity 295.859 K, Cp=I72.14J.mol- I.K- 1 

Temperature range 277 to 495 K. Unsmoothed experimental 
datum. CpOiq, 298.15 K, smoothed, graphical 
extrapolation) = 188.17 J. mol-I. K- I. 

Entropy K, S=J· mol-I. K- I 

S(liq, 298.15 K, smoothed, graphical extrapolation)=219.05 J. 
mol-I·K- I. 

Phase Changes 
c,I1liq 304.48 K, LlH=11819.1 J·mol- I 

LlS=38.82 J. mol-I. K- I 

Molecular Weight 134.1954 
Wiswesser Line Notation T56 BSJ 
Evaluation A 

CgH7CIN20 2 (c) 
2-Chloroisonitrosoacetanilide 
Phase Changes 
c/liq 429 K, 

Molecular Weight 198.6085 

82CUE/SOL 

LlH=29700 J. mol- I 

LlS=69.3 J. mol-I. K- I 

Wiswesser Line Notation QVUl VMR BG 
Evaluation D 

CsH7N (c) 
Indole; 1-Benzo[b ]pyrrole 
Heat Capacity 

81LEBIRYA 

Temperature range 298 to 318 K. Data given over temperature 
range. 

Molecular Weight 117.1500 
Wiswesser Line Notation TS6 BMJ 

Evaluation B 

CgH7N50g (c) 73KRIlLIC 
2,.1.,6-Trinitro-N-(methylnitro)-m-toluidene; Methyltetryl; 2,4,6,N
Tetranitro-N-methyltoluidine 
Heat Capacity 298 K, C p = 326.4 J. mol-I. K- I 

Temperature range 200 to 376 K. Equation only. 
Phase Changes 
c/liq 375.6 K, ~H=19330 J·mol- I 

~S=51.5 J·mol-I·K- I 

Molecular Weight 301.1720 
Wiswesser Line Notation WNNl&R CI BNW DNW FNW 
Evaluation C 

CgH7NsOg (c) 73KRIlLIC 
2,4,6-Trinitrophenylethyl nitramine; Ethyltetryl; 2,4,6,N
Tetranitroethylaniline 
Heat Capacity 298 K, Cp =332.2 J·mol-I·K- I 

Temperature range 200 to 369 K. Equation only. 
Phase Changes 
clliq 369.0 K, LlH=2351O J·mol- I 

LlS=63.7 J. mol-I. K- I 

Molecular Weight 301.1720 
Wiswesser Line Notation WNN2&R BNW DNW FNW 
Evaluation C 

CgHg (liq) 31SMIIAND 
Styrene 
Heat Capacity 298.5 K, Cp = 179.9 J. mol-I. K- I 

Temperature range 102 to 299 K. Value is un smoothed 
experimental datum. 

Molecular Weight 104.1512 
Wiswesser Line Notation 1UIR 
Evaluation C 

CsHs (liq) 
Styrene 
Entropy 
Phase Changes 
c/liq 

298.15 K, 

242.47 K, 

Molecular Weight 104.1512 
Wiswesser Line Notation 1 UIR 
Evaluation A 

CsHs Oiq) 
Styrene 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clIiq 242.27 K, 

Molecular Weight 104.1512 
Wiswesser Line _~otation I U lR 
Evaluation A 

CsHs Oiq) 
Styrene 
Heat Capacity 298 K. 

Temperature range 21 to 139°C. 
Molecular Weight 104.1512 
Wiswesser Line Notation 1 VIR 
Evaluation B 

CgHg Oiq) 
Styrene 
Heat Capacity 298.16 K, 

Temperature range 10 to 300 K. 
Entropy 298.16 K, 
Phase Changes 
c/liq 242.27 K, 

Molecular Weight 104.1512 
Wiswesser Line Notation I U lR 
Evaluation A 

43GUTIWES 

LlH= 10950 J. mol- I 

LlS=45.16 J. mol-I. K- I 

46PIT/GUT 

LlH= 10949 J. mol-I 
LlS=45.16 J. mol-I. K- I 

50KUR 

61WARlPET2 

S=240.5 J. mol-I. K- I 

LlH=10964 J·mol- I 

LlS=45.32 J. mol-I. K- I 
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CgHg (Iiq) 
Styrene 
Heat Capacity 298.15 K, 

One temperature. 
Phase Changes 
clliq 242.47 K, 

Molecular Weight 104.1512 
Wiswesser Line Notation 1 U lR 
Evaluation B 

CsHg (c) 

85LEBILEB 

LlH= 10950 J. mol- I 

Ll5=45.2 J·mol-I·K- I 

92WHIIWAS 
Cubane; Pentacyclo[ 4.2.0.02,5. 03,g. 04,7]octane 
Heat Capacity 

Temperature range 30 to 400 K. Data given graphically only. 
Phase Changes 
c,lIIc,I 

c,I1liq 

395.04 K, 

404.9 K, 

Molecular Weight 104.1512 

LlH=5940 J. mol- I 

Ll5= 15.37 J. mol-I. K- I 

LlH=8700 J. mol- I 

Ll5=22.7 J. mol-I. K- I 

Wiswesser Line Notation L444 B4 C4 4ABCD HTJ 
Evaluation A 

CsHs (liq) 
Cyclooctatetraene 
Heat Capacity 298.15 K, 

Temperature range 12 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 268.48 K, 

Molecular Weight 104.1512 
Wiswesser Line Notation L8J 
Evaluation A 

Polystyrene 

49SCOIGRO 

LlH=1l274.2 J·mol- I 

Ll5=4l.493 J·mol- I. K- I 

61WARlPET2 

Heat Capacity 298.16 K, C p = 131.2 J. mol-I. K- I 

Temperature range 5 to 395 K. Interpolated. 
Entropy 298.16 K, 5=128.6 J·mol-I·K- I 

Molecular Weight 104.1512 
Wiswesser Line Notation /*YR&1 */ 
Evaluation A 

(CSHg)n (c) 
Polystyrene, isotactic 
Heat Capacity 21)~.lj K, 

Temperature range 20 to 310 K. 

62DAllEVA4 

Entropy 298.15 K, 5=131.4 J·mol-I·K- I 

When extrapolated to 100% crystallinity, the entropy is 128.4 J. 
mol I' K I. 

Molecular Weight 104.1512 
Wiswesser Line Notation /*YR&1 */ 
Evaluation A 

Polystyrene, atactic 
65ABUIDOL 

Heat Capacity 298K, CI'=124.3J·mol- I·K- 1 

Temperature range 223 to 553 K. Value per monomer unit. 
Molecular Weight 104.1512 
Wiswesser Line Notation /*YR&1 */ 
Evaluation B 

Also data above the glass transition. 
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65ABUIDOL 
Polystyrene, isotactic, annealed 
Heat Capacity 298 K, Cp = 123.8 J. mol-I. K- I 

Temperature range 298 to 348 K. Values per monomer unit. 
Molecular Weight 104.1512 
Wiswesser Line Notation /*YR&1 */ 
Evaluation B 

Also data for amorphous and semicrystalline isotactic, and above 
glass transition. 

(CgHg)n (c) 65 KARIB A 
Polystyrene 
Heat Capacity 298.15 K, CI'=127.3 J·mol-I·K- I 

Temperature range 305 to 525 K. Glass transition at 355 K. Value: 
per CgHg unit. 

Molecular Weight 104.1512 
Wiswesser Line Notation /*YR& 1 * / 
Evaluation B 

(CgHS)n (amorp) 65KARIBA 
Polystyrene, isotactic 
Heat Capacity 298.15 K, Cp =127.5 J·mol-I·K- I 

Temperature range 300 to 522 K. Glass transition at 360 K. Value: 
per CgHs unit. 

Molecular Weight 104.1512 
Wiswesser Line Notation /*YR&1 */ 
Evaluation B 

Polystyrene, atactic 
65KARIBA 

Heat Capacity 298.15 K, Cp =127.7 J·mol-I·K- ' 
Temperature range 80 to 480 K. Also annealed sample, 293 to 37i 
K. Glass transition at about 367 K. Values per CgHg unit. 

Molecular Weight 104.1512 
Wiswesser Line Notation /*YR&1 */ 
Evaluation B 

NBS broad molecular weight distribution. Sample NS706. 

68CHAlBE~ 

Polystyrene 
Heat Capacity 298.15 K, Cp =I27.48 J·mol-I·K-

Temperature range 10 to 360 K. National Bureau of Standard 
sample 705. 

Entropy 298.15 K, 5=134.83 J·mol-I·K- i 

Molecular Weight 104.1512 
Wiswesser Line Notation /*YR& I */ 
Evaluation A 

(CgHg)n (gls) 

Polystyrene 
Heat Capacity 298.15 K, 

Temperature range 7 to 330 K. 
Entropy 298.15 K, 
Molecular Weight 104.1512 
Wiswesser Line Notation /*YR&! */ 
Evaluation D 

83LEB/SM 

CI'= 127.5 J. mor- I. K- 1 
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CsHsNzOz (c) 82CUE/SOL 
Isonitrosoacetanilide 
Phase Changes 
c!liq 448 K, .:1H = 10400 J. mol- I 

.:1S=23.2 J·mol-I·K- I 

Molecular Weight 164.1634 
Wiswesser Line Notation QNUIVMR 
Evaluation D 

p-Nitroacetanilide 
41SAT/SOG 

Heat Capacity 323 K, Cp =230.5 J. mol-I. K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 180.1628 
Wiswesser Line Notation WNR DMVI 
Evaluation C 

Same data in 40SAT/SOG2. 

93ABDITAH 
Ammonium purpurate: Murexide 
Heat Capacity 300 K, Cp =600 J·mol-I·K- I 

Temperature range 300 to 550 K. Data given graphically only. 
C p value estimated from graph. 

Molecular Weight 284.1878 
Wiswesser Line Notation T6VMVMVJ FUN- FT6VMVMQJ EQ 
&ZH 
Evaluation C 

CsHsO (Iiq) 39PHI 
Acetophenone; Methyl phenyl ketone 
Heat Capacity 303.2 K, Cp =227.6 J·mol-I·K- I 

One temperature. 
Molecular Weight 120.1506 
Wiswesser Line Notation 1 VR 
Evaluation C 

CgHgO (liq) 86CHIINGU 
4,5-Dihydro-2,3-benzofuran; Coumaran 
Heat Capacity 298.15 K, Cp =188.64J.mol- I.K- 1 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 5=226.43 J·mol-I·K- I 

Phase Changes 
c/liq 250.890 K 
Molecular Weight 120.1506 
Wiswesser Line Notation T56 BOT &J 
Evaluation A 

CsHsO Oiq) 93STE/CHI2 
2.5-Dihydro-3.4-benzofuran: Phthalan 
Heat Capacity 298.15 K, Cp =188.7 J·mol-I·K- I 

One temperature. 
Molecular \Veight 120.1506 
Wiswesser Line Notation T56 COT &J 
Evaluation A 

CsHg02 (\iq) 
Methyl benzoate 
Heat Capacity 

One temperature. 
297 K. 

Molecular Weight 136.1500 
Wiswesser Line Notation IOVR 
Evaluation C 

71HALIBAL 

CsHsOz (Iiq) 
Methyl benzoate 
Heat Capacity 

One temperature . 
298.15 K, 

Molecular Weight 136.1500 
Wiswesser Line Notation 10VR 
Evaluation B 

CgHgOz (c) 
o-Toluic acid; 2-Methylbenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 200°C. 
Phase Changes 
c!liq 376.9 K, 

Molecular Weight 136.1500 
Wiswesser Line Notation QVR B 1 
Ev~hl\\tjon C 

CsHsOz (c) 
m-Toluic acid; 3-Methylbenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 170°C. 
Phase Changes 
clliq 381.9 K, 

Molecular Weight 136.1500 
Wiswesser Line Notation QVR C 1 
Evaluation C 

CgHgOz (c) 
p-Toluic acid; 4-Methylbenzoic acid 
Heat Capacity 298 K, 

Temperature range 22 to 225°C. 
Phase Changes 
clliq 452.8 K, 

Molecular Weight 136.1500 
Wiswesser Line Notation QVR D 1 
Evaluation C 

CgHg03 Oiq) 
Methyl salicylate 
Heat Capacity 295.2 K, 

One temperature. 
Molecular Weight 152.1494 
Wiswesser Line Notation QR BVOl 
F.v31113tion (' 

CgHg03 (iiq) 
Methyl salicylate 
Heat Capacity 

One temperature. 
295.2 K. 

Molecular Weight 152.1494 
Wiswesser Line Notation QR BVO I 
Evaluation C 

4-Methoxybenzoic acid; p-Anisic acid 

79FUC 

26ANDILYN 

.:1H=20170 J·mol- I 

.:15=53.5 J. mol-I. K- I 

26AND/LYN 

.:1H=15730 J·mol- I 

.:15=41.2 J. mol-I. K- I 

26ANDILYN 

.:1H=22720 J·mol- I 

.:15=50.2 J·mol-I·K- I 

33KOLIUDO 

34KOLlUD02 

41SAT/SOG3 

Heat Capacity 323 K, Cp =205.0 J·mol-I·K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 152.1494 
Wiswesser Line Notation QVR DOl 
Evaluation C 

Same data as 40SAT/SOG4. 
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CgHg03 (c) 92SABlELW3 
4-Methoxybenzoic acid; p-Anisic acid 
Phase Changes 
c/Iiq 456.70 K, AH=28330 J·mol- I 

Molecular Weight 152.1494 
Wiswesser Line Notation QVR DOl 
Evaluation A 

CgHg03 (c) 41SAT/SOG3 
Mandelic acid 
Heat Capacity 323 K, Cp =199.2 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 152.1494 
Wiswesser Line Notation QVYQR 
Evaluation C 

Same data as 40SAT/SOG4. 

CSHg03 (c) 
Tetrahydrophthalic anhydride 
Heat Capacity 

78GEIIKAR2 

Tempeldture range 12 to 390 K. Data deposited ill VINlTI, Nu. 

3882-77,5 October 1977. Includes Cp , S, AHm, Tm. 
Molecular Weight 152.1494 
Wiswesser Line Notation T666 lA M CVOVT&&J 
Evnluntion B (for originnl data) 

41SAT/SOG 
Acetanilide 
Heat Capacity 323 K, Cp =191.6 J·mol-I·K- 1 

Temperature range 0 to 100 ° C. Mean value. 
Molecular Weight 135.1652 
Wiswesser Line Notation 1 VMR 
Evaluation C 

Same data in 40SAT/SOG2. 

CgH9NO (c) 
Acetanilide 
Phase Changes 
c,I/liq 387.525 K, 

Molecular Weight 135.1652 
Wiswesser Line Notation I VMR 
Evaluation A 

CgH9NO (c) 
Acetanilide 
Heat Capacity 

One temperature. 
298.15 K, 

.Molecular Weight 135.1652 
Wiswesser Line Notation I V MK 
Evaluation B 

Methyl N-phenylcarbamate 

80AND/CON 

AH=21653 J·mol- I 

AS=55.87 J. mol-I. K- I 

86NILIWAD2 

71PRI 

Heat Capacity 298 K. C,,=203.3 J. mol-I. K- I 

Temperature range 200 to 390 K. Complete data deposited in 
VINITI. No. 2713-71, 25 March 1971. 

Phase Changes 
c/liq 325 K, 

.Molecular Weight 151.1646 
Wiswesser Line Notation IOVMR 
Evaluation B 

~H= 14548 J. mol- I 

AS=44.8 J·mol-I·K- I 
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CgH9N02 (c) 
o-Hydroxyacetanilide 
Heat Capacity 298 K, 

Temperature range 22 to 140 ° C. 
Phase Changes 
c/Iiq 364.5 K, 

Molecular Weight 151.1646 
Wiswesser Line Notation QR BMVI 
Evaluation C 

CgH9N02 (c) 
N-Phenylglycine 

26ANDILYl 

AH=21250 J. mo1- 1 

AS=58.3 J. mol-I. K- I 

80SAB/SK 

Heat Capacity 298.15 K, Cp =176.6 J·mol-I·K-
Temperature range 298.15 K. One temperature. 

Phase Changes 
c.:/g 298.15 K, Alf= 128.0 J. mol- l 

AS=0.43 J·mol-I·K- 1 

Sublimation measurements made over 350 to 380 K; da 
corrected to 298.15 K. 

Molecular Weight 151. 1646 

Wiswesser Line Notation QVIMR 
Evaluation A 

CgH9N02 (c) 
a-Pheny Iglycine(D) 

80SAB/SK 

Heat Capacity 298.15 K, Cp =l77.4 J·mol-I·K-
Temperature range 298.15 K. One temperature. 

Phase Changes 
c/g 298.15 K, AH= 165 J. mol- I 

AS=0.55 J. mol-I. K- I 

Sublimation measurements made over 435 to 455 K; da 
corrected to 298.15 K. 

Molecular Weight 151.1646 
Wiswesser Line Notation ZYRVQ 
Evaluation A 

p-Nitrophenetole; p-Nitroethoxybenzene 
8lLEB/RY 

Heat Capacity C p = 246.2 J. mol-I. K-
TeIl}perature rang.e 298 to 328 K. Data given over temperatu 
range. 

Molecular Weight 167.1640 

Wiswesser Line Notation WNR D02 
Evaluation B 

Ammonium acid o-phthalate 
39SAT/SOC 

Heat Capacity 323 K, Cp =279.1 J·mol-I·K-
Temperature range 0 to 100°C. Mean value. 

Molecular Weight 183.1634 
Wiswesser Line Notation QVR BVQ &ZH 
Evaluation C 

Same data in 40 SAT/SOG. 

CgH9N04 (c) 39SAT/SOC 
Ammonium acid m-phthalate 
Heat Capacity 323 K, C,,=251.5 J. mol-I. K-

Temperature range 0 to 100°C, Mean value. 
Molecular Weight 183.1634 
Wiswesser Line Notation QVR CVQ &ZH 
Evaluation C 

Same data in 40 SAT/SOG. 
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CSHIO (liq) 24WILIDAN 
1,2-Dimethylbenzene; o-Xylene 
Heat Capacity 303 K, C p = 182.4 J. mol-I. K- I 

Temperature range 303 to 348 K. Equation only. 
Molecular Weight 106.1670 
Wiswesser Line Notation lR Bl 
Evaluation C 

CgHlO (liq) 
1,2-Dimethylbenzene;0-Xylene 

30HUFIPAR 

Heat Capacity 298.1 K, Cp =183.89J.mol- I.K- 1 

Temperature range 90 to 295 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=248.1 J·mol-I·K- I 

Extrapolation below 90 K, 60.79 J. mol-I. K- 1
• 

Phase Changes 
cJI/cJ 

c,I/liq 

208 K. 

247.8 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation lR B 1 
Evaluation B(Cp)'C(S) 

CSHIO (liq) 
1,2-Dimethylbenzene; o-Xylene 
Heat Capacity 298.15 K, 

Temperature range 14 to 301 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 247.82 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation lR Bl 
Evaluation A 

1,2-Dimethylbenzene; o~Xylene 

i1H=31 J·mol- I 

i1S=0.15 J·mol-I·K- 1 

i1H= 13037 J. mol- I 

i1S=52.61 J. mol-I. K- I 

43PIT/SCO 

Cp =187.82 J. mol-I. K- I 

i1H= 13598 J. mol- I 

i1S=54.87 J·mol-I·K- I 

47KUR 

Heat Capacity 298 K, Cp =187.0 J·mol-I·K- 1 

Temperature range 15 to 132 DC, mean Cp , three temperatures. 
Molecular Weight 106.1670 
Wiswesser Line Notation lR B I 
Evaluation D 

CgHlO (Jiq) 
1.2-nimethylhen7f~ne: o-Xylene 

Heat Capacity 347 K, 
Mean value 22 to 126 DC. 

Molecular Weight 106.1670 
Wiswesser Line Notation lR B I 
Evaluation C 

CgHIO (liq) 
1,2-Dimethylbenzene; o-Xylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 106.1670 
Wiswesser Line Notation I RBI 
Evaluation B 

58SWI/ZIE2 

77FORIBEN 

CSHlO (liq) 
1,2-Dimethylbenzene; o-Xylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 106.1670 
Wiswesser Line Notation lR Bl 
Evaluation B 

79FORIBEN 

CgHlO (liq) 24WILIDAN 
1,3-Dimethylbenzene; m-Xylene 
Heat Capacity 303 K, Cp=178.2 J·mol-I·K- I 

Temperature range 303 to 348 K. Equation only. 
Molecular Weight 106.1670 
Wiswesser Line Notation lR Cl 
Evaluation C 

CgHlO (liq) 30HUFIPAR 
1,3-Dimethylbenzene; m-Xylene 
Heat Capacity 275.3 K, Cp =175.3 J·mol-I·K- 1 

Temperature range 96 to. 275 K. Value is unsmoothed experimental 

datum. 
Entropy 298.1 K, S=252.3 J. mol-I. K- 1 

Extrapolation below 90 K, 66.94 J. mor· l • K- 1• 

Phase Changes 
c,ll/c,I 

c,I/liq 

166 K, 

219.6 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation lR C 1 
Evaluation B(Cp),C(S) 

CgHIO (liq) 
1,3-Dimethylbenzene; m-Xylene 
Heat Capacity 298.15 K, 

Temperature range 14 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 225.27 K, 

Molecular WeighU06.1670 
Wiswesser Line Notation lR C 1 
Evaluation A 

1.~-nimf"thylhf"nzE'nE'; m-Xylene 

i1H=208 J·mol- J 

i1S=1.25 J·mol-J·K- J 

i1H=11443 J'mol- I 

i1S=52.11 J·mol-J·K- I 

43PIT/SCO 

Cp = 183.18 J. mol-I. K- I 

i1H= 11569 J. mol- I 

i1S=51.36 J. mol-I. K- I 

47KUR 

Heat Capacity 298 K, Cp=184.5 J·mol-I·K- I 

Temperature range 16 to 132 DC, mean C p' three temperatures. 
Molecular Weight 106.1670 
Wiswesser Line Notation 1 ReI 
Evaluation C 

CgHIO (liq) 
1,3-Dimethylbenzene; m-Xylene 
Heat Capacity 336 K, 

Mean value 21 to 106°C. 
Molecular Weight 106.1670 
Wiswesser Line Notation IR Cl 
Evaluation C 

58SWI/ZIE2 
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CSHIO (Iiq) 
1,3-Dimethylbenzene; m-Xylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 106.1670 
Wiswesser Line Notation IR Cl 
Evaluation B 

CSHIO Oiq) 
1,3-Dimethylbenzene; m-Xylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 106.1670 
Wiswesser Line Notation 1 R C I 
Evaluation B 

CSHlO (liq) 
1.3-DimethYlbenzene: m-Xylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 106.1670 
Wiswesser Line Notation lR CI 
Evaluation B 

77FORlBEN 

C p= 181.482 J 
·mol-I·K- I 

79FORlBEN 

93GROIROU 

CsH to (Iiq) 24 WILID AN 
1,4-Dimethylbenzene; p-Xylene 
Heat Capacity 303 K, C p:= 176.6 J. mol-I. K- I 

Temperature range 303 to 348 K. Equation only. 
Molecular Weight 106.1670 
Wiswesser Line Notation IR Dl 
Evaluation C 

CsHIO (Iiq) 30HUFIPAR 
1,4-Dimethylbenzene; p-Xylene 
Heat Capacity 299.0 K, Cp =180.3 J·mol-I·K- I 

Temperature range 92 to 299 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K. 5=253.1 J·mol-I·K- I 

Extrapolation below 90 K, 65.19 J. mol-I. K- I . 
Phase Changes 

c/liq 286.3 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation IR D I 
Evaluation B(C,,),C(S) 

CSHIO (jiq) 

IA-Dimethylbenzene: p-Xylene 
Heat Capacity 298.15 K. 

Temperature range 14 to 360 K. 
Entropy 298.15 K. 
Phase Changes 
clliq 286.39 K. 

Molecular Weight 106.1670 
Wiswesser Line Notation 1 R D 1 
Eyaluation A 

L1H=16933 J·mol- I 

L1S=59.14 J·moJ-I·K- 1 

13PIT/SCO 

~H= 17113 J. mol-I 
. .15=59.75 J. mol-I. K- I 

CSHIO (Iiq) 47KU 
1,4-Dimethylbenzene; p-Xylene 
Heat Capacity 298 K, Cp =184.9 J·mol-I·K-

Temperature range 15 to 132 °C, mean C p' three temperatures 
Molecular Weight 106.1670 
Wiswesser Line Notation IR DI 
Evaluation D 

CSHlO (liq) 
1,4-Dimethylbenzene; p-Xylene 
Heat Capacity 298 K, 

Temperature range 273 to 573 K. 
Phase Changes 
c/1iq 286.3 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation lR D 1 
Evaluation A 

CSHIO (liq) 
1,4-Dimethylbenzene; p-Xylene 
Heat Capacity 336 K, 

Mean value 21 to 106 ° C. 
Molecular Weight 106.1670 
Wiswesser Line Notation IR Dl 
Evaluation C 

CSHIO (liq) 
1,4-Dimethylbenzene; p-Xylene 
Heat Capacity 298.15 K, 

Temperature range 298; 313 K. 
Molecular Weight 106.1670 
Wiswesser Line Notation 1 R D 1 
Evaluation B 

CSHlO (liq) 
1,4-Dimethylbenzene; p-Xylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight' '106.1670 
Wiswesser Line Notation 1 R D 1 
Evaluation B 

CSIIlO (Jiq) 

lA-Dimethylbenzene; p-XyJene 
Heat Capacity 298.15 K. 

One temperature, 
Molecular Weight 106,1670 

\Viswesser Line Notation lR DI 
Evaluation B 

CSHlO (Iiq) 
IA-Dimethylbenzene; p-Xylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 106.1670 
Wiswesser Line Notation 1 R D 1 
Evaluation B 

47CORlG: 

L1H=17100 J'mol- I 

L15=59.73 J. mol-I. K-

58SWIlZIJ 

7lHYD/Sl 

77FORIBI 

77WIL/GI 

79FORIB 

CI'= 181.937 J·mo[-I. r 
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CgHlO (liq) 790TI/GOA 
lA-Dimethylbenzene; p-Xylene 
Heat Capacity 298.15 K, Cp =181.9 J·mol-I·K- I 

Temperature range 288.15 to 328.15 K. 
Molecular Weight 106.1670 
Wiswesser Line Notation 1 R D 1 
Evaluation B 

CgHlO (liq) 
lA-Dimethylbenzene; p-Xylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 106.1670 
Wiswesser Line Notation lR Dl 
Evaluation B 

CgHIO (liq) 
1 A-Dimethylbenzene; p-Xylene 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 

Entropy 298.15 K, 
Phase Changes 
c/liq 286.405 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation 1 R D 1 
Evaluation A 

CgHJO (liq) 
Ethylbenzene 
Heat Capacity 298 K, 

Temperature range 292 to 425 K. 
Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation D 

86TARIAIC 

88MESIFIN 

Cp = 182.219 J·mol-I·K- I 

S=247.154 J·mol-I·K- I 

AH= 17117.46 J. mol- I 

AS=59.77 J·mol-I·K- 1 

1881REI 

CgHlO (liq) 24WILIDAN 
Ethylbenzene 
Heat Capacity 303 K, Cp =181.6 J·mol-I·K- I 

Temperature range 303 to 343 K. Equation only. 
Molecular Weight 106.1670 
Wiswesser Line Notation 1R 

Evaluation C 

CSHto (Jiq) 30IIUrIPAR 

Ethylbenzene 
Heat Capacity 297.4 K, Cp=181.6 J·mol-I·K- 1 

Temperature range 93 to 305 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=256.1 J·mol-I·K- 1 

Extrapolation below 90 K, 61.09 J·mol-I·K- I. 
Phase Changes 
c/liq 178.0 K, 

Molecular Weight 106.1670 
Wiswesser Line r-.;otation 2R 
Evaluation B(Cr,).C(S) 

AH=9163 J·mol- I 

.:.1S=51.48 J·mol-I·K- 1 

CgHIO (liq) 3IBLAILEI 
Ethylbenzene 
Heat Capacity 298.15 K,: C p = 186.6 J. mol-I. K- 1 

Temperature range 286 to 368 K. Heat capacity reported as 0.420 
cal· g-I. K- I at 25°C. 

Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation B 

CSHIO Oiq) 
Ethylbenzene 
Heat Capacity 298.5 K, 

Temperature range 102 to 
experimental datum. 

Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation C 

CgHlO (liq) 
Ethylbenzene 

Heat Capacity 
One temperature. 

302.8 K, 

Molecular Weight 106.1670 
Wiswf'ssf'r r ,inf' Notation ?R 

Evaluation C 

CSHIO (liq) 
Ethylbenzene 
Heat Capacity 

One temperature. 
302.7 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation C 

CSHIO (liq) 
Ethylbenzene 
Heat Capacity 298.15 K, 

31SMIJAND 

Cp = 183.7 J. mol-I. K- I 

299 K. Value is unsmoothed 

34KOLIUDO 

34KOLlUD02 

44GUT/SPI 

Temperature range 13 to 305 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 178.17 K, 

Molt;!cular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation A 

CgH IO Oiq) 
Ethylbenzene 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Phase Changes 
c/liq 178.15 K, 

liq/g 294.01 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation A 

. AH=9163 J·mol- 1 

~S=51.43 J. mol-I. K- 1 

45SCOIBRI 

AH=9181.8 J·mol- 1 

AS=51.54 J·mol-I·K- 1 

AH=42490 J. mo[-I 
AS=144.5 J·mol-I·K- 1 
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CSHIO (liq) 47KUR 
Ethylbenzene 
Heat Capacity 298 K, Cp =185.8 J·mol-I·K- I 

Temperature range 15 to 18°C, mean Cp ' four temperatures. 
Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation D 

CSHIO (liq) 
Ethylbenzene 
,Heat Capacity 

One temperature. 
295 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation C 

CSHIO (liq) 
Ethylbenzene 
Heat Capacity 298.15 K, 

nnp tpmpprlltllrp 

Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation B 

CSHIO (liq) 
Ethylbenzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation B 

48TSC 

76FORJBEN 

77FORJBEN 

CsHIO (liq) 79AND/GRI 
Ethylbenzene 
Heat Capacity 293.31 K, Cp = 184.8 J·mol- I. K- I 

Temperature range 293 to 393 K. Unsmoothed experimental 
datum given as 1.741 kJ/kg· K. 

Molecular Weight 106.1670 
Wiswesser Line Notation 2R 
Evaluation B 

CSHIO (liq) 
Ethylbenzene 
Heat Capacity 

Ouc tcmperature. 

298.15 K, 

Molecular Weight 106,1670 
Wiswesser Line Notation 2R 
Evaluation B 

CgHlON20 (e) 
p-Nitrosodimethylaniline 
Heat Capacity 293 K, 

One temperature. 
Molecular Weight 150.1798 
Wiswesser Line Notation ONR DNl&! 
Evaluation C 

, Ph"", rhpm Rpf n::lt::l Vol. ?!:;, No 1, 1996 

79FORJBEN 

40CAM/CAM 

CSHION402 (e) 
Caffeine, anhydrous 
Heat Capacity 298.15 K, 

One temperature. 
Phase Changes 

79BOT/CAJ\. 

e ,II1e ,I 414 K, aH=4030 J'mol- I 

as=28.6 J·mol- I. K- I 

Low temperature f3 to a high temperature a transition. 
e,I11iq 509.3 K, aH=21600 J·mol- I 

as =42.4 J·mol- I . K- I 

Molecular Weight 194.1926 
Wiswesser Line Notation T56 BN DN FNVNVJ Bl Fl HI 
Evaluation B 

CgHION402 (e) 
Caffeine 

80CES/ST 

Heat Capacity 298 K, C p = 173.2 J. mol-I. K- I 

Temperature range 300 to 392 K. Un smoothed experimental dat 
and equation given. Cp =41.4+0.104(T~298) cal· mol-I. K
Data given at 298 K is an extrapolation by the author. 

Phase Changes 
e,llIe,l 

a to f3 form. 
e,I1liq 

f3 to liquid. 

426 K, 

512 K, 

Molecular Weight 194.1926 

IlH=940 J·mol- I 

as=2.2 J·mol- I • K- I 

aH=5600 J'mol- I 

ilS=1O.9 J·mol- I
. K- I 

Wiswesser Line Notation T56 BN DN FNVNVJ Bl Fl HI 
Evaluation B 

Data given for f3 form. f3 form is obtained by high temperatUi 
sublimation. 

CgHIOO (Iiq) 
Ethyl phenyl ether 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 122.1664 
Wiswesser Line Notation 20R 
Evaluation B 

CgHIOO (Iiq) 
2-Phenylethanol 
Heat Capacity 

One temperature. 
2Y~.lS K, 

Molecular Weight 122.1664 
Wiswesser Line Notation Q2R 
Evaluation B 

CgHlOO (e) 
2,3-Dimethylphenol 
Phase Changes 
c/liq 346.0 K, 

Molecular Weight 122.1664 
Wiswesser Line Notation QR B 1 C 1 
Evaluation A 

75FENIHA 

75NICIWA 

Cp=2S2.64 J ·mol I. K 

82POE/Pt\ 

aH=21024 J·mol- I 

as=60.76 J·mol- I . K-
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CSHlOO (e) 
2,4-Dimethylphenol 
Phase Changes 
elliq 299.0 K 
Molecular Weight 122.1664 
Wiswesser Line Notation QR B 1 Dl 
Evaluation A 

CgHlOO (e) 
2,5-Dimethylphenol 
Phase Changes 
C/liq 348.0 K, 

Molecular Weight 122.1664 
Wiswesser Line Notation QR Bl El 
Evaluation A 

CgH100 (e) 
2,6-Dimethylphenol 
Phase Changes 
elliq 318.9 K, 

Molecular Weight 122.1664 
Wiswesser Line Notation QR Bl FI 
Evaluation A 

CORIOO (r) 
3,4-Dimethylphenol 
Phase Changes 
elliq 334.0 K, 

Molecular Weight 122.1664 
Wiswesser Line Notation QR Cl Dl 
Evaluation A 

CgHlOO (e) 
3,5-Dimethylphenol 
Phase Changes 
elliq 336.59 K, 
Molecular Weight 122.1664 
Wiswesser Line Notation QR C lEI 
Evaluation A 

CSHIOO (e) 
3,5-Dimethyl phenol 
Phase Changes 
c/liq 336.8 K, 

Molecular Weight I?) 1 flh4. 

Wiswesser Line Notation QR Cl El 
Evaluation A 

CSHlOO (e) 
4-Ethylphenol 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 122.1664 
Wiswesser Line Notation QR D2 
Evaluation B 

82POEIFAN 

82POEIFAN 

I::.H=23376 J·mol- I 

I::.S=67.17 J·mol- I·K- I 

82POEIFAN 

I::.H= 18897 J·mol- I 

I::.S=59.26 J·mol- I. K- I 

82POEIFAN 

I::.H= 18127 J·mol- 1 

I::.S=54.27 J.mol- I. K- 1 

57MAS 

ilH=17422 ]·mol- I 

82POEIFAN 

D..H=17997 J'mol- I 

D..S=53.38 J·mol- I . K- I 

75NICIWAD 

CSH100 2 (Iiq) 
2-Phenoxyethanol 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 138.1658 
Wiswesser Line Notation 020R 
Evaluation B 

75NIC/WAD 

CSH 100 3 (c) 83GEIINUR 
cis-Cyclohexane-l,2-diearboxylie anhydride 
Heat Capacity 298.15 K, Cp =207.4J·mol- I·K- 1 

Temperature range 12 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,llI/c,II 304 K, 

Conformational transition. 
e,II/c,I 310.5 K, 

Conformational transition. 
Molecular Wei2ht 154.1652 

S=202.4 J·mol- I. K- I 

~H=5594 J'mol- I 

I::.S=18.41 J·mol-I·K- 1 

~H=845 J·mol- I 

I::.S=2.72 J·mol- t • K- I 

Wiswesser Line Notation T56 BVOVTJ -C 
Evaluation A 

CSHllN (liq) 
N,N-Dimethylaniline 
Heat Capacity 298 K, 

Temperature range 292 to 47R K. 
Molecular Weight 121.1816 
Wiswesser Line Notation IN1&R 
Evaluation D 

CSHllN (liq) 
N,N -Dimethyl aniline 
Heat Capacity 375 K, 

Mean value 21 to 186°C. 
Molecular Weight 121.1816 
Wiswesser Line Notation IN1&R 
Evaluation D 

CSHllN (Iiq) 
N,N Dimcthylunilinc 

Heat Capacity 283 K, 
Mean value, 0 to 20°C. 

Molecular Weight 121.1816 
Wiswesser Line Notation INl&R 
Evaluation C 

CsHuN (jig) 
N,N-Dimethylaniline 
Heat Capacity 302.4 K, 

One temperature. 
Molecular Weight 121.1816 
Wiswesser Line Notation IN1&R 
Evaluation C 

CsHnN (lig) 
N,N -Dimethy laniline 
Heat Capacity 302.3 K, 

One temperature. 
Molecular Weight 121.1816 

Wiswesser Line Notation INl&R 
Evaluation C 

1881REI 

02LOU 

16BRA 

34KOL/UDO 

34KOL/uD02 
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CSHllN (liq) 
N,N-Dimethylaniline 
Heat Capacity 289 K, 

One temperature. 
Molecular Weight 121.1816 
Wiswesser Line Notation INl&R 
Evaluation C 

34RAD/JUL 

CsHllN (c) 87MEIIDOG 
I-Norbomyl cyanide; l-Cyanobicyclo[2.2.1]heptane 
Heat Capacity 298.15 K, Cp =196.7 J·mol- I·K- I 

One temperature. 
Molecular Weight 121.1816 
Wiswesser Line Notation L55 A TJ BCN 
Evaluation C 

CgHllN (c) 87MEIIDOG 

I-Norbomyl isonitrile; l-Isocyanobicylco[2.2.1 ]heptane 
Heat Capacity 298.15 K, Cp = 172.9 J·mol- I. K- I 

One temperature. 
Muleculal· Weight 121.1816 

Wiswesser Line Notation L55 A TJ BNC 
Evaluation C 

CSHllN (c) 
2-Cyanobicyclo[2.2.1]heptane(exo) 
Heat Capacity 280 K, 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,lIIc,I 237.7 K, 

c,I/liq 300.27 K, 

Molecular Weight 121.1816 

62SERIKOL 

S=230.58 J·mo1- 1• K- I 

/1H=7929 J·mo1- 1 

/1S=33.35 J·mo1- 1• K- I 

/1H=2943 J·mo1- 1 

/1S =9.83 J. mol-I. K- I 

Wiswesser Line Notation L55 A TJ CCN -EXO 
Evaluation A 

CSHllN (c) 
2-Cyanobicyclo[2.2.1 ]heptane( exo) 
Heat Capacity 285 K, 

Temperature range 12 to 340 K. 
Entropy 298.15 K. 
Phase Change5 

c,IIIc,I 

c,l/liq 

237.7 K, 

298.8 K, 

Molecular Weight 121.1816 

70KOLISER 

/1H=7929 J·mol- I 

I1S=33.4 J ·mol- I . K- I 

!1H=2943.4 J'mol- I 

.lS-9.83 J·mol- I K- I 

Wiswesser Line Notation L55 A TJ CCN -EXO 
Evaluation A 

CgHIlN (c) 
2-Cyanobicyclo[2.2.1 ]heptane(endo) 
Heat Capacity 298.15 K, 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 177.35 K, 

c,l/liq 331.67 K. 

Molecular Weight 121.1816 

62SERJKOL 

S=223.80 J·mol- I. K- I 

~H=2095 J·mol- I 

.:l5= 11.80 J·mol- I. K- I 

.:lH=2961 J·mol- I 

/15=8.91 J·mol- I . K- I 

Wiswesser Line Notation L55 A TJ CCN -ENDO 
Evaluation A 

.1. Phv~. Chern. Ref. Data. Vol. 25. NO.1. 1996 

CSHllN (c) 
2-Cyanobicyclo[2.2.1 ]heptane( endo) 
Heat Capacity 298.15 K, 

Temperature range 12 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
c,lIIc,! 177.3 K, 

c,I1liq 331.2 K, 

Molecular Weight 121.1816 

70KOLISE 

S=224.68 J·mol- I. K- I 

/1H=2251.8 J·mol- I 

/1S= 12.70 J ·mol- I . K
/1H=2961.0 J ·mol- I 

/1S=8.94 J·mol- I. K- I 

Wiswesser Line Notation L55 A TJ CCN -ENDO 
Evaluation A 

CsHllN (liq) 91SVO/ZAI 
2,3,6-Trimethy1pyridine 
Heat Capacity 300.60 K, Cp =220.0 J·mol- I. K-

Temperature range 300 to 328 K. Cp(liq)=410.64 -1.517: 
+2.9366x 1O-3T2 J/K· mol (300 to 328 K). 

Molecular Weight 121.1816 
Wiswesser Line Notation T6NJ B1 C1 Fl 
Evaluation H 

CgHllN (Iiq) 57Mi 
2,4,6-Collidine; 2,4,6-Trimethylpyridine 
Phase Changes 
clliq 228.96 K, /1H=9535 J·mol- I 

Molecular Weight 121.1816 
Wiswesser Line Notation T6NJ Bl Dl Fl 
Evaluation A 

CsHllN Oiq) 91SVO/ZAI 
2,4,6-Collidine; 2,4,6-Trimethylpyridine 
Heat Capacity 300.60 K, Cp =215.1 J·mol- I. K-

Temperature range 300 to 328 K. CpOiq)=81.418+0.44263T J 
. mol (300 to 328 K). 

Molecular Weight 121.1816 
Wiswesser Line Notation T6NJ Bl Dl Fl 
Evaluation B 

CSHllN Oiq) 
2-Phenvlethvlamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 121.1816 
Wiswesser Line Notation Z2R 
Evaluation B 

CsHnN (Jill) 
2.6-Dimethy laniline 
Heat Capacity 298.15 K, 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 284.598 K 
Molecular Weight 121.1816 
Wiswesser Line Notation ZR BI FI 
Evaluation A 

75NIC/Wi 

86STE/C 

S=251.35 J·mol- I. K-
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CSHllN03 (c) 89KHOlISK 
2-Methyl-3-hydroxy-4,5-dihydroxymethylpyridine 
Heat Capacity 298.15 K, Cp =244.46J.mol- I .K-1 

One temperature. 
Entropy 298.15 K, 5=278.59 J·mol- I. K- I 

Molecular Weight 169.1798 
Wiswesser Line Notation T6NJ Bl CQ DIQ EIQ 
Evaluation B 

CSHllN03 (c) 90KHOlISK 
2-Methyl-3-hydroxy-4,5-dihydroxymethylpyridine 
Heat Capacity 300 K, Cp =237.40 J·mol- I. K- I 

Temperature range 90 to 300 K. 
Entropy 300 K, 5=271.77 J·mol-I·K- I 

Molecular Weight 169.1798 
Wiswesser Line Notation T6NJ Bl CQ DIQ EIQ 
Evaluation A 

CSH12 (c,I) 
Bicyclo[2.2.2]octene-2 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 

Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 110.50 K, 

Second order transition. 

70WONIWES 

C p = 156.73 J·mol- I. K- I 

5=210.46 J·mol- I. K- I 

AH=188 J·mol- I 

as-1.33 J mol- I K-I 

c,II1c,I 176.47 K, AH=5648 J·mol- I 

AS=24.52 J ·mol- I. K- I 

AH and AS obtained separately by graphical integration of 
observed C p (or total enthalpy input) subtracting contributions 
from extrapolated normal Cp , AH, AS and T not self-consistent. 

c,I1liq 389.75 K, AH=5381 J·mol- 1 

AS=14.39 J·mol- I. K- I 

AH and AS obtained separately by graphical integration of 
observed C p (or total enthalpy input) subtracting contributions 
from extrapolated normal Cp , AH, AS and T not self-consistent. 

Molecular Weight 108.1828 
Wiswesser Line Notation L66 A B AUTJ 
Evaluation A(Cp ), B(Phase changes) 

Cycloocta-l,5-diene 
Heat Capacity 298.15 K, 

Temperature range 6 to 320 K. 
Entropy 298.15 K, 

Phase Changes 
c,II1c.I 
c,I/liq 

194.3 K, 

203.983 K, 

Molecular Weight 108.1828 
Wiswesser Line Notation L8 AU EUTJ 
Evaluation A 

75LEBILEB 

3-250.0 J·lIlvl- l
• K- 1 

flH=-393 J·mo!-I 
j.H=9828 ]·mol- I 

..lS-48.24 J mo]-I K-I 

CsH12 Oiq) 75LEBITSV2 
Cycloocta-I.5-diene 
Heat Capacity 298.15 K, Cp =208.1 J·mol-I·K- I 

Temperature range 10.6 to 322.7 K. Data deposited in VINITI, No. 
132-1--75. 15 May 1975. 

Entropy 
Phase Changes 
c.IlkJ 

298.15 K. 

19-1-.3-1- K. 
Irreversible exothermic transition. 

c.I/liq 203.983 K, 

Molecular Weight 108.1828 
\Viswcsser Line Notation L8 AU EUn 
Eyaluation A 

5=264.3 J·mol- I. K- 1 

~H=-381 J·mol'·1 

~H=9828 J·mol- I 

.:l5=48.24 J·mol- I
. K- I 

76LEBILIT 
Polyoctadiene 
Heat Capacity 298.15 K, Cp =205.4J·mol- I .K- 1 

Temperature range 15 to 328 K. Data deposited in VINITI No. 
2097-76, 10 June 1976. 

Entropy 298.15 K, S=220.5 J·mol-1·K- I 

Entropy at zero kelvin of amorphous polyoctadiene was assumed 
to be equal to the sum of the configurational entropy and the 
entropy of mixing the cis and the trans forms. So 0 = 15.7 J. 
mol-I·K- I. 

Phase Changes 
c,I1gls 168.5 K 

Heat capacity increment following conversion to glass is 41.3 J. 
mol-I·K- I. 

c,I1liq 255 K, AH=270J·mol- 1 

f::.S= 1.06 J·mol- I. K- I 

Temperature range of anomaly, probably due to fusion of crystal of 
the cis-form, is 100-255 K. 

MOlecular Weight lUl:S.IKll:S 

Wiswesser Line Notation /*LS AU EUTJ*/ 
Evaluation B 

CSH12BrN (c) 
2-Phenylethylammonium bromide 
Phase Changes 
c,ll/c,l 347 K, 

Molecular Weight 202.0935 
Wiswesser Line Notation Z2R &EH 
Evaluation A 

CsH 12CIN (c) 
2-Phenylethylammonium chloride 
Phase Changes 
c,IIIIc,II 389 K, 

c,II1c,I 432 K, 

Molecular Weight 157.6425 
Wiswesser Line Notation Z2R &GH 
Evaluation A 

CsH12N2 (c) 
Tetramethylsuccinonitrile 
Phase Changes 
c.IIIc.I 345 K, 

c,l/Jiq 442 K, 

Molecular Weight 136.1962 

89VANIWHI 

AH=6680 J 'mol- 1 

f::.S=2.31 J·mol- I. K- I 

89VANIWHI 

f::.H=7590 J·mol- I 

f::.S=2.35 J·mol-I·K- I 

f::.H=3230 J·mol- I 

f::.S=0.90 J·mol- I. K- I 

70MURlBRE2 

f::.H= 18104 J'mol- I 

f::.S=52.63 J·mol- I. K- I 

f::.H=7146 J·mol- I 

f::.S= 16.19 J·mol- I. K- I 

Wiswesser Line Notation NCXl&l&Xl&I&CN 
t:valuation A 

62STRIBAR 
1,6-Hexamethylene diisocyanate; 1.6-Diisocyanatohexane 
Heat Capacity 298 K. Cp =299.2 J·mol- I. K- I 

One temperature. 
Molecular Weight 136.1962 
Wiswesser Line Notation OCN6NCO 
Evaluation D 
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CsH 12N20 2 (liq) 83BYKlLEB2 
1,6-Hexamethylene diisocyanate; 1,6-Diisocyanatohexane 
Heat Capacity 298.15 K, Cp =294.0 ]·mol- I • K- 1 

Temperature range 0 to 330 K. 
Phase Changes 
clliq 206.06 K, 

Molecular Weight 136.1962 
Wiswesser Line Notation OCN6NCO 
Evaluation A 

IJ.H= 18640 ]·mol- I 

IJ.S=90.46 J·mol- I . K- I 

CSH 12N20 2 (liq) 85LEBIBYK2 
1,6-Hexamethylene diisocyanate; 1,6-Diisocyanatohexane 
Heat Capacity 298.15 K, Cp =294.0 ]·mol- I . K- I 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 206.064 K, 

Molecular Weight 136.1962 
Wiswesser Line Notation OCN6NCO 
Evaluation A 

IJ.H= 18640 J·mol- I 

IJ.S=90.46 ]·mol- I • K- 1 

(CgH12N20 Z)n (gls) 85LEBIBYK2 
1,6-Hexamethylene diisocyanate polycyclotrimer 
Heat Capacity 298.15 K, Cp =222.7 ]·mol- I . K- I 

Temperature range 5 to 300 K. 
Entropy 298.15 K, S=242.0] ·mol- I . K- I 

Molecular Weight 168.1950 
Wiswesser Line Notation ff6NVNVNVJ A6NV &* C6NV &* 
E6NV&*11I3 
Evaluation A 

T(glass)=334 K. 

CgH 12Nz0 3 (c) 
2-Phenylethylammonium nitrate 
Phase Changes 

89VAN/WHI 

c,IIVc,II 320 K, 

c,lI/c,1 370 K, 

IJ.H=7280 J·mor· 1 

IJ.S=2.73 J·mol- I . K- I 

IJ.H= 1050 J·mol- I 

IJ.S=0.42 J·mol- I . K- I 

Molecular Weight 184.1944 
Wiswesser Line Notation Z2R &WNQ 
Evaluation A 

CgH 12N20 4 (c) 
Ammonium o-phthalate 
Heat Capacity 323 K, 

Temperature range 0 to 100°C. Mean 
Molecular Weilzht 200.1938 
Wiswesser Line Notation QVR BVQ &ZH 2 
Evaluation C 

Same data in 40SAT/SOG. 

39SAT/SOG2 

CsH 12N20 4 (c) 39SAT/SOG2 
Ammonium m-phthalate; Ammonium isophthalate 
Heat Capacity 323 K, Cp =285.3 J·mol- I. K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 200.1938 
Wiswesser Line Notation QVR CVQ &ZH 2 
Evaluation C 

Same data in 40SAT/SOG . 

. , PI"w<:: ~h~m R~f n;:lt;:l. Vol ?!i. No.1. 199f) 

CgH12N4 (c) 81LEBIRY 
2,2' -Azodiisobutyrodinitrile; Dinitrile-2,2' -azodiisobutyric acid 
Heat Capacity 298.12 K, Cp =238 .. 1 J·mol-I·K- ' 

Temperature range 296 to 334 K. 
Molecular Weight 164.2096 
Wiswesser Line Notation NCX1&I&NUNXl&1&CN 
Evaluation B 

84LEB/GL 
2,2' -Azodiisobutyrodinitrile; Dinitrile-2,2' -azodiisobutyric acid 
Heat Capacity 298 K, Cp =237.55 J·mol-!· K-

Temperature range 296 to 335 K. 
Phase Changes 
c/liq 378 K 
Molecular Weight 164.2096 
Wiswesser Line Notation NCX1&I&NUNX1&I&CN 
Evaluation B 

IJ.IJ.H sublimation = 76600 J'mol- I, temperature range=288 
313 K. 

73KARISAI 
Terephthalic bisamidrazone 
Heat Capacity 298 K, Cp =276.8 J·mol- I. K-

Temperature range 20 to 298 K. 
Entropy 298 K, S=255.2J·mol- I·K- 1 

Molecular Weight 192.2230 
Wiswesser Line Notation ZYUNZR DYUNZZ 
Evaluation B 

CgH12S6 (c) 62CHAlWl 
1.3.5.7 -Tetramethyl-2.4.6.8.9.1 O-hexathiaadamantane 
Heat Capacity 298.15 K, C p:= 30 1.62 J. mol-I. K 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 5=321.12 J-mol- I. K-
Molecular Weight 300.5428 
Wiswesser Line Notation T66 B61B-HlDI A B- C IB I AS B-S ( 
ES GS ISTJ Bl Dl FI HI 
Evaluation A 

CSH14 -(liq) 90STE/C 
2,5-Dimethy lhexa-2,4-diene 
Heat Capacity 298.15 K. Cp =459.0.J.mol- I·K-

One temperature. Authors give CpIR=55.2. This value appears t 

large by a factor of two. Actual Cp should be around 229.5 J/n 
.K. 

Molecular Weight 110.1986 
Wiswesser Line Notation lYl&U2UYl&1 
Evaluation B 

CSH14 (Jiq) 
cis-Bicyclo[ 4.2.0]octane 
Heat Capacity 345 K, 
On~ tp.mperature. 

Molecular Weight 110.1986 
Wiswesser Line Notation L46TJ -C 
Evaluation B 

70CHA/M( 
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CSH14 (liq) 
2-Methylbicyclo[2.2.1 ]heptane(exo) 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 164.10 K, 

64SERIGOR 

5=246.2 J ·mol- I . K- 1 

LlH=8381.8 J·mol- I 

Ll5=51.0 J·mol- I . K- I 

Includes effects of transition just below melting point. 
Molecular Weight 110.1986 
Wiswesser Line Notation L55 ATK Cl -EXO 
Evaluation A 

CSH14 Oiq) 
2-Methylbicyclo[2.2.1 ]heptane( endo) 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 

Entropy 298.15 K, 
Phase Changes 
c,I1/c,I 152.42 K, 

c,l/liq 278.25 K, 

Molecular Weight 110.1986 

64SERIGOR 

S=238.2 J·mol- I • K- 1 

LlH=4707.0 J·mol- I 

AS-30.88 J mol-I K- 1 

LlH= 1620.5 J ·mol- I 

LlS=5.8 J·mol- t • K- t 

Wi."wPIol.'lpr Linp Nohltion T .'i'i ATK 1'1 -FNnn 

Evaluation A 

CSH14 Oiq) 
cis-Bicyc10[3.3.0]octane 
Heat Capacity 308 K, 

Temperature range 308, 334 K. 
Molecular Weight 110.1986 
Wiswesser Line Notation L55TJ -C 
Evaluation B 

CSH14 Oiq) 
trans-Bicyc1o[3.3.0]octane 
Heat Capacity 308 K, 

Temperature range 308, 334 K. 
Molecular Weight 110.1986 
Wiswesser Line Notation L55TJ -T 
Evaluation B 

C8HI~ (liq) 
Allylcyclopentane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 110.1986 
Wiswesser Line Notation L5TJ A2U I 

Evaluation B 

70CHAIMCC 

70CHNMCC 

79FUCIPEA 

CSH14 (c,l) 
Bicyclo[2.2.2 ]octane 
Heat Capacity 298.15 K, 

Temperature range 5 to 470 K. 
Entropy 298.15 K; 
Phase Changes 

70WONIWES 

5=209.95 J ·mol- I . K- I 

c,Il/c,I 164.25 K, LlH=4586 J'mol- I 

LlS=27.87 J·mol-I·K- t 

LlH and Ll5 obtained separately by graphical integration of 
observed Cp (or total enthalpy input) subtracting contributions 
from extrapolated normal C p , Ll H, Ll 5 and T not self-consistent. 

c,IIliq 447.48 K, LlH=8347 J·mol- I 

Ll5= 18.74 J ·mol- I . K- I 

LlH and Ll5 obtained separately by graphical integration of 
observed C p (or total enthalpy input) subtracting contributions 
from extrapolated normal Cp ' LlH, Ll5 and T not self-consistent. 

Molecular Weight 110.1986 
Wiswesser Line Notation L66 A BTJ 
Evaluation A(Cp )' B(Phase changes) 

CgH14 (liq) 
Ethylidenecyclohexane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 110.1986 
Wiswesser Line Notation L6YTJ AU2 
Evaluation B 

CSH14 Oiq) 
Cyclooctene 
Heat Capacity 298.15 K, 

Temperature range 8 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,III/c,II 100 K 

Glass transition. 
c,I1/c,I 190 K, 

c,l/liq 259.15 K, 

Molecular Weight 110.1986 
Wiswesser Line Notation L8UTJ 
Evaluation A 

(CsH I4)n (c) 

Polyoctenylene 
Heat Capacity 298.15 K, 

Temperature range 8 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,I 180 K, 

Glass transition. 
c,I11iq 308 K, 

Molecular Weight 110.1986 
Wiswesser Line Notation 1L8TJ A* B*/ 
Evaluation A 

79FUCIPEA 

78LEBILEB 

5=254.5 J·mol- t • K- I 

LlH=635 J·mol- t 

Ll5=3.34 J·mol- I . K- t 

LlH= 1813 J·mol- I 

Ll5=7.02 J·mol- I . K- I 

78LEBILEB 

~H=6336 J·mol- I 

ll5=35.2 J·mol- I
. K- I 

LlH= 16760 J ·mol- I 

Ll5=54.4 J·mol- I . K- I 
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CSHl4NzOz (c) 91ABAIDEL 
N-Acetylproline-N' -methylamide(DL}; 
1-Acetyl-N-methyl-2-pyuolidine carboxamide(DL) 
Heat Capacity 298 K, Cp =232,45 j·mol- I .- I 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 170.2188 
Wiswesser Line Notation T5NTJ AVI BVMl -DL 
Evaluation C 

CgH14N1.01. (c) 91ABAfDEL 
N-Acetylproline-N'-methylamide(L); 
l-Acetyl-N-methyl-2-pyrrolidine carboxamide(L) 
Heat Capacity 298 K, C p == 222.90 J . mo\-I . K- 1 

Data extrapOlated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 170.2108 
Wiswesser Line Notation T5NTJ AVI BVMl -L 
Evaluation C 

CSH!4N6010 (c) 71HAL 
1,7 -Diacetoxy-2,4,6-trinitro-2,4,6-triazaheptane 
Phase Changes 
c/liq 422.5 K, AH=38493 J·mol- 1 

Molecular weight j)4.2j2~ 
Wiswesser Line Notation TIN CN ENTJ ANW CNW EMW FOVI 
GOVl 
Evaluation C 

CSH'40 Oiq) 84BAGIBAE 
6-Methyl-5-hepten-2-one 
Heat Capacity 298.35 K, Cp ::::267.9J·mol- I.K- 1 

Temperature range 273 to 343 K. Cp(\iq)=O.24752+0.010420T 
- lAX lO-5r2 klfkg· K (273 to 343 K). 

Molecular Weight 126./980 
Wiswesser Line Notation J vr nv J 

Evaluation B 

CgH140 (Iiq) 88BAG/GUR 
6-Methyl-5-hepten-2-one 
Heat Capacity 298.35 K, Cp =268.8J·mo!-I.K- 1 

Temperature range 270 to 340 K. Unsmoothed experimental 
datum. 

Molecular Weight 126.1980 
Wiswesser Line Notation I YU3V I 
Evaluation B 

CsH\.P (Jiq) 
3-0xabicyc loI 3 .2.2Jnonane 
Heat Capacity 298.15 K 

Temperature range 5 to 477 K. 
Entropy 298.15 K. 
Phase Changes 
cJl/c.l 208.5 K, 

70WES/WON 

uH=7017 J·mo\-I 
~S=34.39 ]·mol-!· K-! 

Transition region 160 to 220 K. maximum at 208.5 K. Entropy 
change obtained by difference of integrated heat input and lattice 
(extrapolated e,,) contribution. 

c.I/liq 4-+8,43 K. ~H=6753 J·mo\-l 
.lS= 15.06 J. mol-I. K- 1 

Molecular Weight 126.1980 
Wiswesser Line Notation T67 A B EOT] 
Ev~uation A 

J. Phvs. Chern. Ref. Data. Vol. 25, No.1. 1996 

CSH 140 Z (1iq) S2ERD/JAG 
Butyl 2-methylpropenoate; Butyl methacrylate 
Heat Capacity 293 K, Cp ==270.70 J ·mol- I . K- I 

Temperature range 20 to 40°C. 
Molecular Weight 142.1974 
Wiswesser Une Notation 40VYl&Ul 

Evaluation C 

CSH'40Z (liq) 85 KARl ABC 
Butyl 2-methylpropenoate; Butyl methacrylate 
Heat Capacity 298.15 K, Cp='273.7 J·mol- I . K- i 

Temperature range 196 to 350 K. Cp (J. kg-I. K- 1
, 

= 1344.3+ 1.9467 T. C p data calculated from equation. 
Phase Changes 
c/liq 196.8 K 
MOlecular Weight 142.1974 
Wiswesser Line Notation 40VYl&U1 
.t:valuation B 

CgH 1402 (Uq) 3SKARJABD: 
Butyl 2-methylpropenoate; Butyl methacrylate 
Phase Changes 
clliq 196.8 K, 

Molecular Weight 142.1974 
Wiswesser Line Notation 40VYl&Ul 
EvaJuation A 

AH=J3947 j·mor- I 

AS ==70.87 J ·mol- I . K- I 

CsH\402 (liq) 85KARJSA 
Butyl 2-methyJ-2-propenoate;· Butyl methacrylate 
Heat Capacity 298.15 K, C p=273.8 J ·mol- I • K- 1 

Temperature range 90 to 350 K. C/c)=248.85+4.98T Jfkg· K \9-
to 192 K); Cp(\iq)== 1344.27+ 1.95T J/kg. K (196.8 to 350 KJ 
Cp data calculated from equation. 

Phase Changes 
c/liq 196.8 K 
Molecular Weight 142.1974 
Wiswesser Line Notation 40VY1&Ul 
Evaluation B 

CgH g 04 (Jiq) 
Diethyl,succinate 
Heat Capacity 

One temperature. 
292.6 K 

Molecular Weight 174.1962 
Wiswesser Line Notation 20V2V02 
Evaluation C 

CSH 1P4 (Jig) 

Diethyl succinate 
Heat Capacity 

One temperature. 

292.6 K, 

Molecular Weight 174.1962 
Wiswesser Line Notation 20V2V02 
Evaluation C 

CSH'404 Oiq) 
Diethyl succinate 
Heat Capacity 

One temperature . 
298.15 K 

MOlecular Weight 174.1%2 

Wiswesser Line Notation 2.0V2V02 
Evaluation B 

33KOLfUDC 

34KOLIUDO 
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CSH140 4 (liq) 
Ethyleneglycoldipropanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 174.1962 
Wiswesser Line Notation 2V020V2 
Evaluation A 

CSH140 4 (c) 
Suberic acid 
Phase Changes 
c,II1c,I 

c,Vliq 

407.0 K, 

415.5 K, 

Molecular Weight 174.1962 
Wiswesser Line Notation QV6VQ 
Evaluation B 

(;OH1"0.. (c:) 
Tetramethylsuccinic acid 
Phase Changes 
c,I1/c,1 383 K, 

c,I/liq 464 K, 

Molecular Weight 174.1962 

86NILIWAD 

74CINIBER 

ilH=9033 J ·mol- I 

ilS=22.22 J·mol- I. K- I 

ilH=29162 J·mo!-I 
b.S=70.21 J·mol-I·K- 1 

70MURJBRE2 

b.H= 13432 J·mo!-I 
b.S=35.27 J·mol-1·K- 1 

b.H=6472 J·mol- I 

ilS= 13.97 J·mol- I. K- I 

Wiswesser Line Notation QVX1&I&Xl&I&VQ 
Evaluation A 

CsHuN (c) 63BARJWES 

3-Azabicyclo[3 .2.2 ]nonane 
Heat Capacity 3lO K, J·mol- I. K- I 

Temperature range 5 to 350 K. Transition too close to 298.15 K to 
allow meaningful value of C p • 

Entropy 310 K, 
Phase Changes 
dUc,! 297.78 K, 

Molecular Weight 125.2132 

S=245.73 J·mol- I. K- 1 

ilH= 14481 J·mor- I 

b.S=48.63 J·mol- I. K- I 

Wiswesser Line Notation T67 A B HMTJ 
Evaluation A 

CsHlsN (c) 
3-Azabicyclo[3.2.2]nonane 
Heat Capacity 350 K, 

Temperature range 330 to 490 K. 
Phase Changes 
c.Vlig 467.12 K, 

Molecular Weight 125.2132 

64WULIWES 

J.H=6916 J'mol- I 

~S= 14.81 J·mol- I. K- 1 

Wiswesser Line Notation T67 A B HMTJ 
Evaluation A 

CSH1SN01 (liq) 
Dimethylaminoethyl methacrylate 
Phase Changes 
clliq 237.7 K. 

Molecular Weight 157.2120 

85KARlABD2 

~H= 16852 J·mol- I 

J.S=70.90 J·mol- I. K- I 

Wiswesser Line Notation IUY1&V02NI&1 
Evaluation A 

CSH 1S0 2TI (c) 
Thallium octanoate 
Phase Changes 
liq/liq 494 K, 

Mesophase-isotropic. 
c,I/liq 403 K, 

Solid-mesophase. 
Molecular Weight 347.5753 
Wiswesser Line Notation OV7 .TL 
Evaluation B 

CSH1S0 1Tl (c) 
Thallium octanoate 
Heat Capacity 305 K, 

Temperature range 305 to 490 K. 
Phase Changes 
c,lV/c,III 268.7 K, 

c,lII/c,II 289.8 K, 

c,II/c,I 294.3 K, 

c,IJliq 411.0 K, 

Solid-mesophase. 
liq/liq 494.7 K, 

Mesophase-isotropic. 
Molecular Weight 347.5753 
Wiswesser Line Notation OV7 .TL 
Evaluation A 

CgHl6 (Jiq) 
2,4,4-Trimethyl-l-pentene 

76MEVSEY 

ilH=2720 J 'mol- I 

l1S=5.44 J ·mol- I • K- 1 

b.H=4686 J ·mol- I 

AS=1l.7 J·mol-I·K- 1 

89RourrUR 

ilH= 166 J·mol- I 

b.S=0.58 J·mol-I·K- 1 

ilH=3783 J·mol- I 

ilS= 13.05 J ·mol- J· K- I 

b.H=2162 J·mol- I 

b.S=7.32 J·mol- I. K- I 

b.H=5670 J ·mo!-l 
ilS= 13.80 J·mol- I. K- I 

ilH=2993 J·mol- I 

ilS=6.07 .T·mol- I. K- I 

36PARlTOD2 

Heat Capacity 296.0 K, C,,=235.35 J·mol-J·K- I 

Temperature range 81 to 296 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=306.3J·mol- I·K- 1 

Extrapolation below 90 K, 59.75 J. mol-I. K- I. 
Phase Changes 
c/liq 

Molecular Weight 112.2144 

ilH=8765 J·mol- J 

ilS=48.99 J·mol- I. K- 1 

Wiswesser Line Notation lXl&1&1 Yl&Ul 
Evaluation B(Cp)'C(S) 

Low boiling isomer. 

CsHIG (Jiq) 36PARlTOD2 
2.4.4-Trimethyl-l-pentene 
Heat Capacity 298.6 K, CI'=240.20J·mol- I.K- 1 

Temperature range 81 to 296 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=311.7 .T·mol-I·K- I 

Extrapolation below 80 K, 62.51 J·mol-I·K- I. 
Phase Changes 
c/liq 166 K, 

Molecular Weight 112.2144 

.6..H=6795 j ·mol- I 

A5=40.9 j·mol- I. K- I 

Wiswesser Line Notation I X I & 1 & 1 Y 1 & U 1 
Evaluation B(C,,),C(S) 

High boiling isomer. 
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CSH16 (liq) 30PARlHUF2 
2,4,4-Trimethyl-2-pentene 
Heat Capacity 296.0 K, Cp=233.5J.mol- I .K- 1 

Temperature range 92 to 296 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=298.7 J·mol- I . K- I 

Extrapolation below 90 K, 63.76J·mol- 1·K- 1
• 

Molecular Weight 112.2144 
Wiswesser Line Notation lXl&l&lUYl&1 
Evaluation B(Cp)'C(S) 

CSH16 (liq) 
2-0etene 
Heat Capacity 298 K, 

Temperature range 291 to 365 K. 
Molecular Weight 112.2144 
Wiswesser Line Notation 6U2 
Rvahllltion n 

Uncertain isomeric structure. 

CSH16 (liq) 
1-0etene 
Heat Capacity 298.15 K, 

Temperature range 11 to 360 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 171.46 K, 

Molecular Weight 112.2144 
Wiswesser Line Notation/U 1 

Evaluation A 

ellHu• (liq) 
n-Propylcyclopentane 
Heat Capacity 298.15 K, 

Temperature range 12 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 155.79 K, 

Moiel'lIiar Weight II? ?144 

Wiswesser Line Notation LSTJ A3 
Evaluation A 

CSH16 (liq) 
1,I-Dimethylcyclohexane 
Heat Capacity 298.15 K. 

Temperature range 12 to 310 K. 
Entropy 298.15 K. 
Phase Changes 
cJIIc,I 153.15 K, 

c,lIliq 1j';Uil K, 

Molecular Weight 112.2144 
Wiswesser Line Notation L6TJ A 1 Al 
Evaluation A 

1881REI 

57MCC!FIN2 

S=360.45 J·mol- I . K- I 

~H=15313 J·mol- l 

~5=89.31 J·mol- I • K- 1 

65MEsrrOD2 

S=310.83 J·mol- I . K- I 

~H=10033 J·mol- l 

~5=64.44 J.mol- I • K- 1 

49HUFITOD 

5=267.23 J·mol- I . K- I 

~H=5984.4 J·mol- I 

JS=39.00 f·mol- I . K- I 

I1H =~m2:l J .mol 1 

~S =8.44 J·mol- I. K- I 

CSH16 (iiq) 89VOS/SLO 
1.2-Dimethy\cyclohexane 
Heat Capacity 325.2 K. Cp=173.9J.mol- I.K- 1 

Temperature range 325.2 to 461.2 K. Unsmoothed experimental 
datum. 

Molel'ular Weight 112.2144 

Wiswesser Line Notation L6TJ AlB 1 
Evaluation C 
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CSH16 (Iiq) 
I-trans-2-Dimethylcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
e/llq HS4.1}1} K, 

Molecular Weight 112.2144 

49HUFITOD 

5=273.22 J·mol- I. K- I 

I1H = 1041} US J . mol 1 

115=56.72 J·mol- I • K- 1 

Wiswesser Line Notation L6TJ Al Bl -A&A -B&B 
Evaluation A 

CgH16 (liq) 
l-cis-2-Dimethylcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIliq 172.5 K, 

c,IIliq 223.28 K, 

Molecular Weight 112.2144 

49HUFITOC 

5=274.14 J·mol- I. K- I 

~H=8256.7 J·mol- I 

~S=47.86 J·mol- I • K- 1 

~H=1645.1 J·mo)-l 
I1S=7.37 J ·mol- I

• K- I 

Wiswesser Line Notation L6TJ AlB 1 -A&AB 
Evaluation A 

CSH16 (liq) 
I-trans-3-Dimethylcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 183.06 K, 

Molecular Weight 112.2144 

49HUFITOC 

~H=9865.9 J'mol- 1 

~5=53.89 J·mol- I • K- 1 

Wiswesser Line Notation L6TJ Al Cl -A&A -B&C 
Evaluation A 

CSH16 (liq) 
l-cis-3-Dimethylcyclohexane 
Heat Capacity ·.298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 197.59 K, 

Molecular Weight 112.2144 

49HUFITO[ 

~H= 10820.2 J·mol- I 

~5=54.77 J·mo[-I·K- 1 

Wiswesser Line Notation L6TJ Al Cl -A&AC 
Evaluation A 

CSH16 Oiq) 
I-trans-4-Dimethylcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 236.22 K, 

Molecular Weight 112.2144 

49HUFITO[ 

Cp =210.25 J·mol-I·K-

5=268.03 J·mol- I • K- 1 

~H= 12331.1 J·mol- I 

I1S=52.21 J·mol-I·K- 1 

Wiswesser Line Notation L6TJ Al DI -A&A -B&D 
Evaluation A 
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CSH16 Oiq) 
l-cis-4-Dimethylcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 185.73 K, 

Molecular Weight 112.2144 

49 HUFrrOD 

5=271.12 J·mol- ' · K- ' 

LlH=9306.9 J·mol- 1 

Ll5=50.11 J·mol-I·K- I 

Wiswesser Line Notation L6TJ Al Dl -A&AD 
Evaluation A 

CSH16 (liq) 
Ethylcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K. 
Phase Changes 
clliq 161.84 K, 

Molecular Wei2ht 122.2144 
Wiswesser Line Notation L6TJ A2 
Evaluation A 

CSH16 Oiq) 
Ethy lcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 

49HUFrrOD 

LlH=8333.3 J·mol- I 

Ll5=51.49 J ·mol- I . K- I 

49PARlMOO 

Entropy 298.15 K, 5=281.6J·mol- I ·K- I 

Extrapolation below 80 K, 57.74J·mol- I ·K- I . 

Phase Changes 
c/Jiq 161.4 K, 

Molecular Weight 122.2144 
Wiswesser Line Notation L6TJ A2 
Evaluation B(C,'),C(S) 

CSH16 Oiq) 
Cyclooctane 
Heat Capacity 298.15 K, 

Temperature range 12 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIVc,II 166.5 K, 

c,IVcJ 183.8 K, 

c,Vliq 287.98 K, 

Molecular Weight 112.2144 
Wiswesser Line Notation L8TJ 
Evaluation A 

CSHl6 Oiq) 
Cyclooctane 
Heat Capacity 

One temperature. 
298.15 K, 

l\lolecular Weight 112.2144 
Wiswesser Line Notation L8TJ 
Evaluation B 

LlH=8276 J ·mol- I 

Ll5=51.3 J ·mol- I . K- I 

56FIN/SCO 

5=262.00 J·mol- I • K- 1 

LlH=6305.7 J·mol- I 

LlS=37.87 J·mol- I . K- I 

~H=478.2 J·mol- I 

LlS=2.60 J·mol- I . K- I 

ilH=2409.6 J ·mol- I 

LlS=8.37 J·mol- I . K- I 

75JOLIBOI 

C,,=214.24 J·mol- I . K- I 

CgHI6 (Iiq) 
Cyclooctane 
Heat Capacity 

One temperature. 
298.15 K,· 

Molecular Weight 112.2144 
Wiswesser Line Notation L8TJ 
Evaluation B 

CSH 16 (Iiq) 
Cyclooctane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 112.2144 
Wiswesser Line Notation L8TJ 
Evaluation B 

CSH16 (Jiq) 
Cyclooctane 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 112.2144 
Wiswesser Line Notation L8TJ 
Evaluation A 

CgH I6 (liq) 
Cyclooctane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 112.2144 
Wiswesser Line Notation L8TJ 
Evaluation A 

79FORIDAR 

79WILIFAR 

85TAN 

88SHVOGA2 

CsHl6N202 (c) 91ABAJDEL 
N-Acetylvaline-N' -methylamide(DL); 2-(Acetylamino)-N, 3-
dimethylbutanamide(DL) 
Heat Capacity 298 K, C,,=259.16J·mol- I .K- 1 

Data extrapolated to 298. K from values obtained at higher 
temperatures. 

Molecular Weight 172.2266 
Wiswesser Line Notation IVMYY1&1&VMl -DL 
Evaluation C 

CSH16N202 (c) 9 I ABA/DEL 
N-Acetylvaline-N' -methylamide(L); 
2-(Ai:t:lylaIllinu)-N,3-dimethylbmanamlde(L) 
Heat Capacity 298 K, Cp=245.92 J·mol- I . K- I 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 172.2266 

Wiswesser Line Notation IVMYYl&I&VMl -L 
Evaluation C 

CgHl6N202 (e) 91ABNDEL 
N-Acetylnorvaline-N' -methylamide(DL); 2-(Acetylamino)-N
methylpentanamide(DL) 
Heat Capacity 298 K, Cp =239.69 J ·mol- I . K- I 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 172.2266 
Wiswesser Line Notation 3XVMI&MVI -DL 
Evaluation C 
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CSH16N202 (c) 
N-Acetyl-D-Ieucine amide 
Phase Changes 
clliq 404.0 K, 

Molecular Weight 172.2266 
Wiswesser Line Notation ZVY4&MVI 
Evaluation A 

88FERIDEL 

fl.H=20200 J·mol- I 

fl.S=50.0 J·mol- I. K- I 

CSH16N203 (c) 41HUF 
Leucylglycine(DL) 
Heat Capacity 297.1 K, Cp =255.64 J ·mol- I. K- I 

Temperature range 86 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=281.2 J·mol- I . K- I 

Extrapolation below 90 K, 82.47 J·mol-I·K- I. 
Molecular Weight 188.2260 
Wiswesser Line Notation QVIMVYZIYI&I-DL 
Evaluation A(Cp)'C(S) 

CSH16N203 (c) 89KULlKOZ 
a-Alanylvaline(DL) 
Heat Capacity 298 K, Cp=240.0J.mol- I.K- 1 

Temperature range 298 to 348 K. 
Molecular Weight 188.2260 
Wiswesser Line Notation ZYl&VMYVQYl&1 
Evaluation C 

CsH16N203 (c) 90BADIKUL 
Alanylvaline(DL) 
Heat Capacity 298 K, Cp=240J.mol- I·K- 1 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 188.2260 
Wiswesser Line Notation ZYI&VMY&Yl&I&VQ -DL 
Evaluation D 

CSH160 (liq) 
2-0ctanone; Methyl hexyl ketone 
Heat Capacity 298 K, 

Temperature range 291 to 463 K. 
Molecular Weight 128.2138 
Wiswesser Line Notation 6Vl 
Evaluation D 

CxHu,O (liq) 

2-0ctanone; Methyl hexyl ketone 
Heat Capacity 298.15 K, 

Temperature range 13 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 252.86 K, 

Molecular Weight 128.2138 
Wiswesser Line Notation 6V 1 
Evaluation A 

1881REI 

650ET 

S=373.84 J.mol- I . K- I 

llH=24419 J·mol- I 

.1S=96.57 J·mol- I . K- I 

J. Phvs. Chern. Ref. Data. Vol. 25. No.1. 1996 

CSH160 (Iiq) 
Octanal; Caprylaldehyde 
Heat Capacity 

Temperature range 50 to 350 K. 
Phase Changes 
c,I/liq 247.72 K, 

98.01 mol% purity. 
Molecular Weight 128.2138 
Wiswesser Line Notation VH7 
Evaluation B 

80DYAIVA 

fl.H=25860 J·mol- I 

fl.S= 104.4 J·mol- I . K- I 

Manuscript deposited in Cent. Sci. Res. Inst. Tech. En, 
Petrochemicals, July 27, 1979. 

CSH160 (liq) 82DYAIVA 
Octanal; Caprylaldehyde 
Entropy 298.15 K, S=365.4 J·mol- I. K- I 

Phase Changes 
c/liq fl.H=26130 J. mol~1 
Molecular Weight 128.2138 
Wiswesser Line Notation VH7 
Evaluation B 

CSH160 (liq) 
Octanal; Caprylaldehyde 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 247.72 K 
Molecular Weight 128.2138 
Wiswesser Line Notation VH7 
Evaluation A 

CSH160 2 (Iiq) 
Isoamyl propionate 
Heat Capacity 298.15 K, 

Temperature range 205 to 348 
datum. Interpolated to 298.15 K. 

Molecular Weight 144.2132 
Wisw~~ser Line Notation 2V02Y 
Evaluation C 

CSH160 2 (Iiq) 
Butyl butanoate 
Heat Capacity 300 K, 

Temperature range 180 to 370 K. 
Phase Changes 
c/liq 181.68 K, 

Molecular Weight 144.2132 
Wiswesser Line Notation 40V3 
Evaluation A 

CSH 160 2 (iiq) 
Amyl propionate; Penty! propionate 

84VASIPE 

S=365.45 J ·mol- I. K- I 

84GUS/SH 

Cp =285.2 J·mol- I. K- I 

K. Un smoothed experiment 

84VASIPE 

.1H= 14930 J·mol- I 

.1S=82.2 J·mol- I
• K-· I 

83GUS/Kl 

Heat Capacity 277.11 K, C,,=239.5J'mo!-I.K-' 
Temperature range 200 to 360 K. Unsmoothed experiment 
datum. C" given as 1.661 J.g-I·K- I

• 

Molecular Weight 144.2132 
Wiswesser Line Notation 50V2 
Evaluation B 
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CgH I60 2 Oiq) 
Amyl propionate; Pentyl propionate 
Heat Capacity 298.15 K, 

Temperature range 205 to 348 K. 
datum. Interpolated to 298.15 K. 

Molecular Weight 144.2132 
Wiswesser Line Notation 50V2 
Evaluation C 

CgH I60 2 (Jiq) 
Hexyl ethanoate 
Heat Capacity 300 K, 

Temperature range 210 to 370 K. 
Phase Changes 
c/liq 212.10 K, 

Molecular Weight 144.2132 
Wiswesser Line Notation 60Vl 

Evaluation A 

84GUS/SHU 

Cp =245.2 J·mol- I. K- I 

Unsmoothed experimental 

84VASIPET 

I1H= 19830 J·mol- I 

I1S=93.5 J·mol- I. K- I 

CRHl/;02 (liq) 79FUC 
Methyl heptanoate; Methyl oenanthoate; Methyl enanthoate 
Heat Capacity 298.15 K, Cp =285.1 J·mol-I·K- I 

One temperature. 
Molecular Weight 144.2132 
Wiswesser Line Notation 6VO 1 
Evaluation B 

Octanoic acid; Caprylic acid 
24GARJRAN 

Heat Capacity 305 K, Cp =304.6 J·mol- I. K- I 

Temperature range 0 to 46°C. Mean value 18 to 46 0c. 
Phase Changes 
c/liq 289.5 K, 

Molecular Weight 144.2132 
Wiswesser Line Notation QV7 
Evaluation B 

CSH 160 2 (Jiq) 
Octanoic acid; Caprylic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 
Phase Changes 
c,l/liq 289.66 K, 

Molecular Weight 144.2132 
Wiswesser Line Notation QV7 
Evaluation H 

CSH17CI (Jiq) 

I· Chlorooctanc; n-Octyl chloride 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 148.6753 
Wiswesser Line Notation G8 
Evaluation B 

CSHI7N02 (cl 
8-Aminooctanoic acid 
Heat Capacity 298 K. 

One temperature. 
Molecular Weight 159.2278 
Wiswesser Line Notation Z7VQ 
Evaluation B 

I1H=21380 J·mol- I 

I1S=73.9 J·mol- I. K- I 

82SCHlMIL2 

I1H=21350 J'mol- ' 
.:1S=73.71 J ·mol- I . K- I 

93SHE 

83SKO/SAB 

CSHIS (c) 30PARIHUF 
2,2,3,3-Tetramethylbutane 
Heat Capacity 295.4 K, C p =232.2 J. mol-I. K- I 

Temperature range 89 to 295 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=256.9J·mol- 1·K- 1 

Extrapolation below 90 K, 64.68 J·mol- I. K- I. 
Phase Changes 
c,IVc,I 148.1 K, 

Molecular Weight 114.2302 

I1H=2008 J'mol- I 

I1S= 13.56 J ·mol- I. K- I 

Wiswesser Line Notation IX1&I&Xl&I&1 
Evaluation B( C p),C(S) 

CSHlS (c) 52SCOIDOU 
2,2,3,3-Tetramethylbutane 
Heat Capacity 301.60 K, C,,=239.62 J·mol- I. K- I 

Temperature range 12 to 374 K. Value is unsmoothed experimental 
datum. 

Entropy 

Phase Changes 
c,Il/c,1 

c,l/liq 

298.15 K, 

152.5 K, 

373.9 K, 

Molecular Weight 114.2302 

S=273.76 J·mol- I. K- I 

I1H=2000 J·mol- I 

115= 13.11 J·mol- I. K- I 

I1H=7540 J ·mo!-I 

115=20.17 J·mol-I·K- I 

Wiswesser Line Notation lXl&I&Xl&I&1 
Evaluation A 

30PARIHUF 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 295.2 K, Cp =233.9 J·mol- I. K- I 

Temperature range 88 to 295 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=314.6 J·mol- I. K- I 

Extrapolation below 90 K, 66.53 J. mol-I. K- I. 
Phase Changes 
c/liq 165.3 K, 

Molecular Weight 114.2302 

I1H=9042 J·mol- I 

115=54.70 J ·mol- I. K- I 

Wiswesser Line Notation lYl&IXl&I&1 
Evaluation B(Cp),qS) 

CSHI8 (liq) 40PIT 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 301.9 K, Cp =241.00J.mol- I.K- 1 

Temperature range 15 to 318 K. Value is un smoothed experimental 
datum. 

Entropy 

Phase Changes 
clliq 

298.15 K, 

165.79 K, 

Molecular Weight 114.2302 

5=328.03 J·mol- I . K- I 

I1H=9211.5 J'mol- I 

I1S=55.56 J ·mol- I
• K- 1 

Wiswesser Line Notation IYI&IX1&1&1 
Evaluation A 

Isooctane; 2,2A-Trimethylpentane 
Heat Capacity 298.15 K, 

Temperature range 283 to 318 K. 
l\lolecular Weight 114.2302 
Wiswesser Line Notation I Y I & 1 X I & 1 & I 
Evaluation A 

470SB/GIN 
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50AUE/SAG 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 300 K, Cp =233.7 J·mol-1·K- 1 

Temperature range 300 to 366 K. Cp given as 0.4980 Btu(lb)-I 
(oR)-1 at 80 oF. 

Molecular Weight 114.2302 
Wiswesser Line Notation lYl&IXl&I&1 
Evaluation B 

73SUBIRAS 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 298.15 K, Cp =237.8 J·mol- I. K- I 

Temperature range 298 to 323 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation lYl&IXl&I&1 
Evaluation B 

CgH I8 (liq) 74RAJ/SUB 
Isooctane; 2,2,4-Trimethy lpentane 
Heat Capacity 298.15 K, Cp =237.8 J·mol- I. K- I 

Temperature range 298.15 to 323.15 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation 1 Yl&IXI&I&1 
Evaluation B 

76FORlBEN2 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 298.15 K, 

Average of three values. 
Molecular Weight 114.2302 
Wiswesser Line Notation lYl&IXl&I&1 
Evaluation A 

CSHlS (Iiq) 87KALIKOH 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 293.15 K, Cp =237.85 J·mol- I. K- I 

Temperature range 293.15, 313.15 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation lYl&IXl&I&1 
Evaluation B 

CSHlS (liq) 88COSIHUU 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 114.2302 
Wiswesser Line Notation lYI&IXl&I&1 
Evaluation B 

CSHlS (Iiq) 88PERIAIC 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 114.2302 
Wiswesser Line Notation 1 Y 1 & I X 1 & I & I 
Evaluation A 

J. Phys. Chern. Ref. Data. Vol. 25, No.1, 1996 

88SHIIOG! 
Isooctane; 2,2,4-Trimethylpentane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 114.2302 
Wiswesser Line Notation lYl&IXl&I&1 
Evaluation A 

CSHlS (liq) 470SB/Gfr 
2,5-Dimethylhexane 
Heat Capacity 298.15 K, Cp =249.20J.mol- 1.K-

Temperature range 278 to 318 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation lYl&2Yl&1 
Evaluation A 

CSH18 (Iiq) 41PIT/SCC 
2,3,4-Trimethylpentane 
Heat Capacity 293.79 K, Cp =246.23J·mol- I·K-

Temperature range 14 to 325 K. Value is unsmoothed experimenta 
datum. 

Entropy 
Phase Changes 
c/liq 

298.15 K, 

163.63 K, 

Molecular Weight 114.2302 

S=329.32 J·mol- I. K- I 

D.H=9268 J·mol- I 

D.S=56.64 J·mol- I. K- I 

Wiswesser Line Notation lYl&Yl&Yl&1 
Evaluation B 

CSH18 (liq) 470SB/GI:-
2,3,4-Trimethylpentane 
Heat Capacity 298.15 K, Cp =247.32 J·mol- I. K-

Temperature range 278 to 318 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation lYI&Yl&Yl&1 
Evaluation A 

CSH18 (liq) 
2,3,3· Trimethylpentane 
Heat Gapacity '·298.15 K, 

Temperature range 278 to 318 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation 2Xl&I&Yl&1 
Evaluation A 

CsHI8 (liq) 
3,3-Dimethylhexane 
Heat Capacity 298.15 K, 

Tf'mrf'r~tllTf' nmgf' ?7'X to ':\ 1 'X K 

Molecular Weight 114.2302 
Wiswesser Line Notation 3X2& 1 & 1 
Evaluation A 

CgHlg Oiq) 
4·Methylheptane 
Heat Capacity 298.15 K, 

Temperature range 278 to 318 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation 3Y3& 1 
Evaluation A 

470SB/GI?' 

470SB/Gl?' 

CI'=246.60 J ·mol- I
. K-

470SB/GI: 
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CgHlg (liq) 
3-Methylheptane 
Heat Capacity 298.15 K, 

Temperature range 293 to 318 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation 4 Y2& 1 
Evaluation A 

470SB/GIN 

CgHlS (liq) 73FINIMES 
3-Methy Iheptane 
Heat Capacity 298.15 K, Cp =250.20 J·mol- I . K- I 

Temperature range 10 to 380 K. 
Entropy 298.15 K, S=362.6J·mol- I ·K- 1 

Thermodynamic properties calculated from a Debye function at 10 

K. 
Phase Changes 
c.I1liq 152.6574 K. 

Molecular Weight 114.2302 
Wiswesser Line Notation 4Y2&1 
Evaluation A 

CgHlS (liq) 
?-Methylhept:mf' 

Heat Capacity 298.15 K, 
Temperature range 283 to 318 K. 

Molecular Weight 114.2302 
Wiswesser Line Notation 5Yl&1 
Evaluation A 

CSH18 (liq) 
2-Methylheptane 
Heat Capacity 298.15 K, 

Temperature range 11 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 64.19 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 5Yl&1 
Evaluation A 

CgH'8 (Iiq) 
n-Octane 
Heat Capacity 293.7 K, 

I1H= 11694 J·mol- I 

I1S=7.665 J·mol- I . K- I 

470SB/GIN 

71MESIFIN 

S=356.39 J·mol- I . K- I 

/1H= 11920 J·mol- I 

I1S=72.60 J·mol- I . K- I 

30PARIHUF 

Temperature range 85 to 2C)4 K. Value i" unsmoothed experimental 

datum. 
Entropy 298.15 K. 5=359.8 J·mol- I

. K- I 

Extrapolation below 90 K, 77.19 J. mol-I. K- I • 

Phase Changes 
clliq 215.6 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B(CI')'C(S) 

!lH = 20092 J'mol- I 

/1S=93.19 J·mol- I. K- I 

31HUFIPAR 
n-Octane 
Heat Capacity 298.3 K,. Cp=251.5 J·mol- I . K- I 

Temperature range 92 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=359.8 J·mol- I . K- I 

Extrapolation below 90 K, 75.73 J·mol- I
. K- I

. 

Phase Changes 
c/liq 215.8 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B(Cp)'C(S) 

CSHlS (liq) 
n-Octane 
Heat Capacity 298.15 K, 

Temperature range 293 to 318 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation A 

n-Octane 

Heat Capacity 299.8 K, 
Temperature range 80 to 200 0 F. 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CSHlS (liq) 
n-Octane 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 216.38 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation A 

CSHlS (liq) 
n-Octane 
Heat Capacity 298 K, 

Temperature range 305 to 1\63 K. 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CSHlS Oiq) 
n-Octane 
Heat Capacity 298.15 K, 

Temperature range 65 to 300 K. 
l\-Iolecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation A 

I1H=20652 J ·mol- I 

I1S=95.7 J·mol- I . K- I 

470SB/GIN 

51CON/SAG 

54FIN/GR02 

S=361.20 J·mol- I . K- I 

I1H=20740 J 'mol- I 

I1S=95.85 J·mol-I·K- I 

75GRIlRAS 

80SHAlLYU 
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CsHIS Oiq) 
n·Octane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

81GROlING 

CSHIS (Iiq) 82ZAR 
n·Octane 
Heat Capacity 298 K, C p = 252.4 J . mol-I. K- I 

Temperature range 298, 323, 363 K. 
Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CSHI8 (Iiq) 84GRIIAND 
n-Octane 
Heat Capacity 297.54 K, C p = 252.4 J . mol-I. K- I 

Temperature range 297 to 410 K. Un smoothed experimental datum 
given as 2.210 KJ/kg· K. 

Molecular Weight 114.2303 
Wiswesser Line Notation 8H 
Evaluation B 

CSHIS (Iiq) 
n-Octane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CSHlS (Iiq) 
n-Octane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CSHI8 (liq) 
n-Octane 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CSH18 (iiq) 
n-Octane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular 'Veight 114.1302 
\Viswesser Line Notation 8H 
Evaluation B 

84ROU/GRO 

85LAIIGRO 

85LAIIROD 

C p=253.72 J ·mol- I . K- I 

86BENIDAR3 
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CSHIS (liq) 
n-Octane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CSHIg (Iiq) 
n-Octane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CSHIg Oiq) 
n-Octane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation A 

n-Octane 

86TARlAIC 

88ANDIPA1 

88PERIAIC 

91BAN/GAR 

Heat Capacity 318.15 K, Cp =262.20J.mol- I .K- 1 

Temperature range 318 to 373 K. p=O.1 MPa. 
Molecular Weight 114.2302 
Wiswesser Line Notation 8H 
Evaluation B 

CgHlS (liq) 
n-Octane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 114.2302 
Wiswesser Line Notation 8H. 
Evaluation B 

C gIl18 (Jiq) 

n-Octane 
Heat Capacity 299 K, 

One temperature. 
Molccular'Vcight 114.2302 

Wiswesser Line Notation 8H 
Evaluation B 

(CSHI4)n (amorph) 
Poly(vinyl cyclohexane) 
Phase Changes 
c/liq 678 K, 
Molecular Weight 110.1986 
Wiswesser Line Notation 1* 1 YR&*I 
Evaluation A 

T(glass)=353 K. 

91TRE/COS 

93CZ.A 

92GRF 

b..H=5600 J·mol- 1 
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CgHtsN2 (c) 
1,I-Dimethylazoethane 
Phase Changes 
c,lUc,l 242.6 K. 

c,I1lliq 258.6 K, 

Molecular Weight 142.2443 

80BYS 

~H=4890 J ·mol- I 

~S=20.2 J ·mol- I
. K- I 

tlH= 10280 J·mo!-I 
AS=39.7 J.mol- I • K- 1 

Wiswesser Line Notation IXl&I&NVNXl&I&l 
Evaluation A 

CgHtsNzO '(c) 
1,1-Dimethylazoxyethane 

Phase Changes 
e,IIIc,I 268.0 K, 

c,I1lliq 283.4 K, 

Molecular Weight 158.2437 

80BYS 

~H=8340 J·mol- I 

~S=3L1 J·mol- J
• K- 1 

fl.H= 11520 J ·mol- l 

~5=39.9 J·mol- 1• K- I 

Wiswesser Line Notation lXl&l&NO&UNXl&l&l 
Evaluation A 

CSH1gNZO (c) 
Di-tert-butyldiazene-N-oxide 
Heat Capacity 298.15 K, 

Temperature range 290 to 310 K. 
Phase Changes 
cJlliq 
liq/g 

288.4 K 
298.15 K, 

Molecular Weight 158.2437 

81BYS 

6.H=51702 J ·mol- I 

~5"'" 173.4 ]·mol- I . K- I 

Wiswesser Line Notation IXl&l&NO&UNXl&l&l 
Evaluation A 

CSHlSNz02 (c) 84LEB/GUT 
B is-hydroxyethy lpiperazine 

Heat Capacity 298 K, Cp =250.68 J.mol- I • K- 1 

Temperature range 293 to 311 K. 
Phase Changes 
C/Ilq 40) K, 

lig/g 551 K 

Molecular Weight 174.2424 

AH=2j900J'mol I 

6.5=64.0 J ·mol- I . K- I 

Wiswesser Line Notation T6N DNTJ A2Q D2Q 
Evaluation B 

!1!1H sublimation='" 104100 J ·mol- 1, temperature range=334 to 
356 K. 

CsH,sO (Jiq) 75FENIHAR 
Dj-teft-butyl ether; 2,2,4,4-Tetramethyl-3-oxapentane 
Hpat r:Jp::u'ity 29)1 l'i K (,,;=776 I T,m"I-I. K-J 

One temperature. 
Molecular Weight 130.2296 

Wiswesser Line Notation 1Xl&1&OX1&1&1 
Evaluation B 

CSHI80 (Jiq) 87COB/CAS 
Di-n-butvl ether 
Heat Capacity 298.15 K, Cp =278.J6J·mol- I ·K- 1 

One temperature. Average of two measurements. 
Molecular Weight 130.2296 
Wiswesser Line Notation 404-
Evaluation B 

CsH1sO (Jiq) 
2-Ethylhexanol 

87BUS/MAS 

Heat Capacity 298.15 K, C,,=317.5 ]·mol- 1• K- I 

Temperature range 13 to 350 K. 
Entropy 298.15 K, 5=347.0 I·mol- I . K- I 

Molecular Weight 130.2296 
Wiswtsser Line Notation Q \ Y 4&2 
Evaluation A 

CsH1sO (Jiq) 31CLlIAND 
2-MethyI-I-heptanol 

Heat Capacity 298.5 K, Cp =313.0 J 'mol-I. K- 1 

Temperature range 102 to 311 K. Value is un smoothed 
experimental datum. 

Molecular Weight 130.2296 
Wiswesser Line Notation QIY5&1 
Evaluatlun C 

CSH180 Oiq) 31CLl/AND 
5-Methyl-l-heptanol 
Heat Capacity 298.5 K, Cp =304.2J·mol- I .K- 1 

Temperature range 102 to 298 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 130.2296 

Wiswesser Line Notation Q4Y2&1 

Evaluation C 

CSHISO Oiq) 78RYBIEME 
6-Methyl-l-heptanol; Isooctyl alcohol 

Heat Capacity 303.15 K, Cp =327.8 J·mol- I . K- I 

Temperature range 293.15 to 353.15 K. Cp given as 2517 J. 
kg- l ·K- l . 

Molecular Weight 130.2296 
Wiswesser Line Notation Q5Y 1 & I 
Evaluation C 

C'i\H1SO (liq) \8.8-\RB 
I-Octanol; n-Octvl alcohol; Caprvl alcohol 
Heat Capacity 298 K, Cp =324.3 J·mol- 1. K- I 

Temperature range 291 to 47{) K. 
Molecular Weight 130.2296 
Wiswesser Line Notation Q8 
Evaluation D 

C8H1SO Oiq) 
I-Octano!; n-Oetyl alcohol; Capryl alcohol 

Heat Capacity 286.0 K. 
Temperature range ta2 to 2'86 K. 
experimental datum. 

Niolecular Welght l jU.Ll':Jb 

Wiswesser Line 1'iiotation Q8 
Evaluation C 

3lCLI/AND 

J·mo[-I K- I 

is unsmoothed 

CgH1SO (Jiq) 59HUT/BAI 
I-Octanol; n-Octyl alcohol: Capryl alcohol 

Heat Capacity 298 K. CjI = 31-2.1 J. mor- 1 • K 1 

Om: lClllPI::1UlUll::. 

Molecular Weight 130.2296 
Wiswesser Line Notation Q8 
Evaluation C 
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CSHlSO Oiq) 79GRIlYAN 
1-0ctanol; n-Octyl alcohol; Capryl alcohol 
Heat Capacity 310.67 K, Cp =318.3J.mol- I .K- 1 

Temperature range 310 to 452 K. p=0.98 bar. 
Molecular Weight 130.2296 
Wiswesser Line Notation Q8 
Evaluation B 

CSHlSO (Jiq) 84ZEG/SOM 
1-0ctanol; n-Octyl alcohol; Capryl alcohol 
Heat Capacity 298.15 K, Cp =305.55J.mol- I .K- 1 

One temperature. 
Molecular Weight 130.2296 
Wiswesser Line Notation Q8 
Evaluation C 

CSHlSO (liq) 86NAZlBAS2 
I-Octanol; n-Octyl alcohol; Capryl alcohol 
Heat Capacity 303.2 K, Cp =329.5J·mol- I ·K- 1 

Temperature range 303.2 to 448 K. p=O.l MPa. Unsmoothed 
experimental datum given as 2.53 kJ/kg· K. 

Molecular Weight 130.2296 
Wiswesser Line Notation Q8 
Evaluation B 

CSHlSO Oiq) 89VESIBAR 
1-0ctanol; n-Octyl alcohol; Capryl alcohol 
Heat Capacity 298.15 K, Cp =304.0 J·mol- I . K- I 

Temperature range 298.15 to 318.15 K. 
Molecular Weight 130.2296 
Wiswesser Line Notation Q8 
Evaluation A 

CSHlSO (Jiq) 31CLIIAND 
4-Methyl-4-heptanol 
Heat Capacity 298.5 K, Cp =367.4J.mol- I .K- 1 

Temperature range 102 to 298 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 130.2296 
Wiswesser Line Notation QX3&3& I 
Evaluation C 

CgH,gO (Jiq) 
2·Methyl·2-heptanol 

31CLTJAND 

Heat Capacity 298.5 K, 'Cp =337.6J.mo!-I,K- 1 

Temperature range 102 to 311 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 130.2296 
Wiswesser Line Notation QX5& 1 & 1 
Evaluation C 

CsH,sO (liq) 31CLIIAND 
.+·Methyl-2-heptanol 
Heat Capacity 298,5 K. Cp =312,5J'mol- I ,K- 1 

Temperature range 102 to 298 K. Value is unsmoothed 
experimental datum, 

:\lolecular'Veight 130,2296 
Wiswesser Line Notation QYl&lY3&1 
Evaluation C 
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31CLIIANI CSHlSO (Jiq) 
5-Methyl-2-heptanol 
Heat Capacity Cp =296.2 J·mol- I . K- I 

Temperature range 102 to 298 K. Value is unsmoothe, 
298.5 K, 

experimental datum. 
Molecular Weight 130.2296 
Wiswesser Line Notation QYl&2Y2&1 
Evaluation C 

CSHlSO (Jiq) 31CLIIANI 
6-Methyl-2-heptanol 
Heat Capacity 298.5 K, Cp =315.1 J·mol- I . K- I 

Temperature range 102 to 298 K. Value is unsmoothe. 
experimental datum. 

Molecular Weight 130.2296 
Wiswesser Line Notation QY1&3Yl&1 
Evaluation C 

CSHlSO (Jiq) 31CLIIANI 
3-Methyl-2-heptanol 
Heat Capacity 298.5 K, Cp =297.5 J ·mol- I . K- I 

Temperature range 102 to 298 K. Value is unsmoothe. 
experimental datum. 

Molecular Weight 130.2296 
Wiswesser Line Notation QY1&Y4&1 
Evaluation C 

CSHlSO '(Jiq) 31CLIIANI 
6-Methyl-3-heptanol 
Heat Capacity Cp =310.5 J·mol- I , K- I 

Temperature range 102 to 323 K. Value is unsmoothe. 
298.5 K, 

experimental datum. 
Molecular Weight 130.2296 
Wiswesser Line Notation QY2&2Yl&1 
Evaluation C 

31CLIIANI CSHlSO (Jiq) 
4-Methyl-3-heptanol 
Heat Capacity Cp =309.2 J,mol- I . K- I 

Temperature range 102 to 298 K. Value is unsmoothe. 
298.5 K, 

experimental datum. 
Molecular Weight 130.2296 
Wiswesser Line Notation QY2& Y3& 1 
Evaluation C 

CSHISO (Jiq) 31CLIIANI 
2-Methyl-4-heptanol 
Heat Capacity 298.5 K, Cp =331.8 J·mol- I • K- I 

Temperature range 102 to 298 K. Value is unsmoothel 
experimental datum. 

Molecular Weight 130.2296 
Wiswesser Line Notation QY3&lYI&1 
Evaluation C 

CSHlSO (Iiq) 
4-0ctanol 
Heat Capacity 298.5 K, 

Temperature range 102 to 3 II 
experimental datum. 

Molecular Weight 130.2296 
Wiswesser Line Notation QY 4&3 
Evaluation C 

31CLIIANI 

Cp =337.6 J·mol- I . K- I 

K. Value is unsmoothe 
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CSHlgO (liq) 
3-0ctano1 

31CLIIAND 

Heat Capacity 298.5 K, Cp =338.5 J ·mol- I. K- I 

Temperature range 102 to 298 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 130.2296 
Wiswesser Line Notation QY5&2 
Evaluation C 

CgH1SO (liq) 31CLIIAND 
2-0ctanol 
Heat Ca{lacity 298.5 K, Cp =330.1 J·mol-I·K- I 

Temperature range 102 to 298 K. Value is unsmoothed 
experimental datum. 

Molecular Weight 1302296 
Wiswesser Line Notation QY6&1 
Evaluation C 

CSH180 2 (liq) 
Di-tert-butyl peroxide 
HeM Capacity 

93GIMIAUD 

Temperature range 293 to 353 K. Cp (liq)-1.20+2.77e-3T(K) JI 
K·g (20 to 80 QC). 

Molecular Weight 146.2290 
Wiswesser Line Notation lXl&l&OOlXl&l 
Evaluation B 

CgH1g0 2 (liq) 73KUS/SUU 
4,7 -Dioxadecane; 1,2-Di-n-propoxyethane 
Heat Capacity 298.15 K, Cp =309.0 J·mol- I. K- I 

One temperature. 
Molecular Weight 146.2290 
Wiswesser Line Notation 30203 
Evaluation B 

CgHlS03 (liq) 78 ROUIPER2 
3,6,9-Trioxaundecane; Bis(2-ethoxyethyl) ether 
Heat Capacity 298.1 K, Cp=347.5 J·mol- I. K- I 

Temperature range 283 to 313 K. 
Molecular Weight 162.2284 
Wiswesser Line Notation 2020202 
Evaluation B 

CSH 1S0 3 (liq) 
2-(2-Butoxyethoxy)ethanol 

87COB/CAS 

He2t C2P2city 298.15 K, C p =354.89J.mo!-I.K- 1 

One temperature. Average of two measurements. 
Molecular Weight 162.2284 
Wiswesser Line Notation Q20204 
Fvlthllltion R 

CSH 1S0 4 (liq) 
2,5,8,11-Tetraoxadodecane; Triglyme 
Heat Capacity 298.15 K, 

Temperature range 90 to 350 K. 

66BEAlCLE 

Entropy 298.15 K, 5=492.9 J·mol- I . K- I 

Extrapolation below 90 K. 103.8J·mol- I ·K- I
. 

Phase Changes 
c/liq 229.3 K. 

Molecular Weight 178.2278 
Wiswesser Line Notation 102020201 
Evaluation A( C I' l.OS) 

~H=23715 J·mol- I 

.:l5= 103.4 J·mol- I . K- I 

CSH1S0 4 (liq) 91TRE/COS 
2,5,8,11-Tetraoxadodecane; Triglyme 
Heat Capacity 298.15 K, Cp =367.78 J ·mol- I. K- I 

One temperature. 
Molecular Weight 178.2278 
Wiswesser Line Notation 102020201 
Evaluation B 

CSHlSOS (liq) 79STEITAM 
Tetraethylene glycol; 1,1l-Dihydroxy-3,6,9-trioxaundecane 
Heat Capacity 298 K, Cp =419.2 J·mol- I. K- I 

Temperature range 273 to 533 K. 
Molecular Weight 194.2272 
Wiswesser Line Notation Q2020202Q 
Evaluation B 

CsH1SO!, (liq) 82ZAR 

Tetraethylene glycol; 1, 11-Dihydroxy-3,6,9-trioxaundecane 
Heat Capacity 298 K, C p =428.8 J. mol-I. K- I 

Temperature range 298, 323, 363 K. 
Molecular Weight 194.2272 
Wiswesser Line Notation Q2020202Q 
Evaluation B 

CSH lgS (liq) 
5-Thianonane; Di-n-butyl sulfide 
Heat Capacity 298.15 K, 

Temperature range 11 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 198.13 K, 

Molecular Weight 146.2902 
Wiswesser Line Notation 4S4 
Evaluation A 

CSHlSS (liq) 
1-0ctanethiol; n-Octyl mercaptan 

61MCCIFIN 

5=405.09 J·mol- I . K- I 

I::.H= 19426 J·mol- I 

1::.5=98.05 J·mol- I. K- I 

82TUT/GAB 

Heat Capacity 300 K, 

Temperature range 273 to 
+8.582X 1O-5T2. 

Cp =300.24 J·mol- I . K- I 

373 K. Cp =282.50+3.340X 1O-2T 

Molecular Weig~t 146.2902 . 
Wiswesser Line' Notation SH8 
Evaluation C 

CSH19AI (Iiq) 
Diisobutylaluminum hydride 
Heat Capacity 298. D 1\., 

Temperature range 5 to 303 K. 
Entropy 298.15 K, 
Molecular Weight 142.2196 

91SHEIRAB 

5=347.0 J·mol- I . K- I 

Wiswesser Line Nutation lYl&l-ALH-lYl&l 

Evaluation A 
T(glass)= 144.5 K. 

CgH19Cl2NSiZn (jiq) 76EVS/LEB 
N-(S-Trimethylsilylethyl)azetidine, zinc chloride complex 
Heat Capacity 298.15 K, Cp =607.1 J·mol- I . K- I 

Temperature range 60 to 300 K. Deposited in VINITI, No. 
3824-75,26 December 1975. 

Entropy 298.15 K, 5=575.1 J·mol- I . K- I 

Molecular Weight 312.7758 
Wiswesser Line Notation T4NTJ A2-SI-l&I&1 &.ZN .. G2 
Evaluation B 

Complex assumed 1: I. 
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(CsHI9C12NSiZn)n (Jiq) 76EVSILEB 
Poly-N-(,8-trimethylsilylethyI)azetidine, zinc chloride complex 
Heat Capacity 298.15 K, C,,=568.8J.mol- I.K- 1 

Temperature range 60 to 300 K. Deposited in VINITI, No. 
3824-75, 26 December 1975. 

Entropy 298.15 K, 5=542.2J·mol- I·K- I 

Molecular Weight 312.7758 
Wiswesser Line Notation 1*3N*2-SI-l&I&1 &.zN .. G21 
Evaluation B 

Complex assumed 1: 1. 

01KAH 
Diisobutyl amine 
Heat Capacity Cp =129.2J.mol- I .K- 1 

Temperature range 294.15 to 403.15 K. Heat capacity is an 
average value over the temperature range. 

Molecular Weight 129.2448 
Wiswesser Line Notation 2YMY2 
Evaluation D 

CsHI9N (Jiq) 
n-Octylamme 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 129.2448 
Wi1;wt:1;1>t:r Lillt: Nutatiull Z8 

Evaluation A 

93STE/CHl2 

CsHI9NSi (Jiq) 75LEBIRAB 
N -(,8-Trimethy Isily lethy I )trimethy lenimine 
Heat Capacity 298.15 K, Cp =304.6J·mol- I·K- 1 

Temperature range 7 to 305 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 199.43 K, 

Molecular Weight 157.3303 

5=398.8 J·mol- I. K- I 

j"H= 12900] ·mol- I 

.:l5=64.6 ]·mol- I. K- I 

Wiswesser Line Notation T4NTJ A2-SI-1&1&1 
Evaluation A 

T(glass) = 126.7 K. 

CsH I9NSi Oiq) 77LEBIRAB5 
N-(,8-Trimethylsilylethyl)trimethylenimine 
Heat Capacity 298.15 K. Cp =304.6] ·mol- I

. K- I 

Temperature range 7 to 305 K. 
Entropy 298.15 K. 
Phase Changes 
clliq 1l)l),4j K. 

Molecular Weight 157.3303 

5=398.8] ·mol- I. K- I 

.1H = 12l)UU J. mol I 

.l5=6..J..6] ·mol- I. K- I 

Wiswesser Line Notation T ..J.NT] A2-SI-\ & \ & \ 
Evaluation A 

T(glass)= 126.7 K. 

(CgHI9NSi)n !liq) 76LEBIEVS 
Poly-]\;-( I'-trimethylsilylethy 1 lazetidine 
Heat Capacity 298 K. CI'=318.0]·mol- I.K- J 

Temperature range 65 to 305 K. Deposited in VINITI. No. 
3786-75. 26 December 1975. 

Entropy 298 K. 5=315.7 ]·mol-J·K- J 

~Iolecular Weight 157.3303 
\Viswesser Line Notation 1*3N*2-SI-1&\&1/ 
Evaluation B 

T(glass)=20..J..0 K. 
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CsH20BrN (c) 
Tetraethylammonium bromide 
Heat Capacity 298 K. 

Temperature range 273 to 373 K. 
Phase Changes 
clliq 447 K, 

Molecular Weight 210.1567 
Wiswesser Line Notation 2K2&2&2 E 
Evaluation B 

CsH2oBr4FeN (c) 
Tetraethylammonium tetrabromoferrate 
Heat Capacity 298.15 K, 

Temperature range 50 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,Wc,l 236.1 K, 

Molecular Weight 505.7157 

74BURIVER 

ilH=20300 J·mol- I 

il5=45 J·mol- I. K- J 

88NAV/PUE 

LlH=2428 ]'mol- I 

il5= 10.2 J·mol- I. K- 1 

Wiswesser Line Notation 2K2&2&2 .FE G4 
Evaluation A 

CsH2oCI4FeN (c) 
Tetraethy lammonium tetrach10roferrate 
Heat Capacity 298.15 K. 

Temperature range 1.4 to 300 K. 
Entropy 298.15 K. 
Phase Changes 
c,V/c,lV 2.93 K 

Neel point, lambda transition. 
c,lVIe,IIII 234.7 K, 

First order transition. 
c,IIIIc,II 217.5 K 
c,II1c,l 226.6 K. 

First order transition. 
Molecular Weight 327.9117 

88NAV/PUE 

5=490.2 J·mo1- 1• K- J 

ilH=2203 J·mol- I 

il5=8.06 J·mol- I. K- J 

ilH=2295 ]·mol- 1 

il5= 11.4 J·mol- J· K- J 

Wiswesser Line Notation 2K2&2&2 .FE G4 
Evaluation A 

CsH20Ge (Jiq) 
Tetraethylgermane; Germanium tetraethyl 
Phase Changes 
clliq 180.47 K, 

Muh:culat· Wdghl 188.8360 

Wiswesser Line Notation 2-GE-2&2&2 
Evaluation B 

Tetraethylgermane; Germanium tetraethyl 

54STAIWAR 

ilH= 12406 ]·mo\-I 
Ll5=68.74 ]·mo!-J· K- I 

72MASIRAB 

Heat Capacity 298.15 K, Cp =309.6 ]·mo\-J· K- J 

Temperature range 60 to 300 K. 
Phase Changes 
c/liq 180.3 K. 

Molecular Weight 188.8360 
Wiswesser Line Notation 2-GE-2&2&2 
Evaluation B 

ilH= 12615 J·mol- J 

il5=70.0] ·mo\-J· K- J 
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CgH10Ge (Iig) 85RAB/SHE 
Tetraethylgennane; Germanium tetraethyl 
Heat Capacity 298.l5 K, Cp =294.7 J·mol- I

. K- I 

Temperature range 8 to 300 K. 
Entropy 298.15 K, 5=428.8 J·mol- I . K- I 

Phase Changes 
C/liq 179.99 K, 6.H=12312 J·mol- I 

6.S=68.00 J·mol- I . K- I 

Molecular Weight 188.8360 
Wiswesser Line Notation 2-GE-2&2&2 
Evaluation A 

CsH20IN (c) 
Tetraethylammonium iodide 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 

73JOHIMAR 

Rntrnpy 29815 K, S=311.3 J.mol- I . K- 1 

Molecular Weight 257.1572 
Wiswesser Line Notation 2 K2&2&2 &1 
Evaluation A 

CsHl0IN (c) 88NAGISAK 
Tetraethylammonium iodide 
Hellt CllPllcity 29~U5 K, C p -25-1 Jmo[-l K- 1 

One temperature. 
Molecular Weight 257.1572 
Wiswesser Line Notation 2K2&2&2 &1 
Evaluation B 

CgH20N4 (Jig) 88BOB/KAM 
N [(2 Aminoethyl)2 aminoethyl]piperuzine 

Heat Capacity 333 K, Cp =391 J·mol-1·K- 1 

Temperature range 333 to 473 K. 
Molecular Weight 172.2728 
Wiswesser Line Notation T6M DNTJ D2M2Z 
Evaluation D 

C SII20N4 (Jig) 

N,N' -Di-(2-aminoethyl)piperazine 
Heat Capacity 333 K, 

Temperature range 333 to 473 K. 
Molecular Weight 172.2728 
Wiswesser Line Notation T6N Dl'\TJ A2Z D2Z 
Evaluation D 

CgH200,;Si (liq) 
Tetraethyl silicate: Ethyl silicate 
Heat Capacity 298.15 K. 

One temperature. 

Molecular Weight 208.3291 
Wiswesser Line Notation 20-SI-02&02&02 
Evaluation B 

88BOB/KAM 

8SNKIICHA 

CgH100 4Si (Jig) 92VANICOR 
Tetraethyl silicate; Ethyl silicate 
Heat Capacity 298.15 K, Cp =364.4J.mol- I .K- 1 

Temperature range 10 to. 440 K. C /R(liq) =2.49615 X 105(TI 
K)-2+70.8549xlO-3+ 19.9007 (193 to 362 K), where R=8.3144 
JIK·mo!. 

Entropy 

Phase Changes 
c,II1c,I 

c,IIliq 

298.15 K, 

187.72 K, 

190.97 K, 

Molecular Weight 208.3291 

6.H= 13200 J·mol- I 

~S=70.32 J·mol- I . K- I 

6.H= 11140 J ·mol- I 

~S=58.33 J·mol- I • K- 1 

Wiswesser Line Notation 20-SI-02&02&02 
Evaluation A 

CsHzoPb (Iig) 
Tetraethyllead 
Phase Changes 
clliq 142.94 K, 

Molecular Weight 323.4460 
Wiswesser Line Notation 2-PB-2&2&2 
Evaluation B 

CsH20Pb (Jiq) 
Tetraethyl lead 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 323.4460 
Wiswesser Line Notation 2-PB-2&2&2 
Evaluation B 

CgH 20Pb (liq) 
Tetraethyl lead 
Heat Capacity 298.15 K, 

Temperature range 5 to 315 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIlig 90.S K 

GJasslsupercoo.kd liquid transition. 
c,IIIliq . 141.4 K,-

c,Ulig 139.41 K, 

Molecular Weight 323.4460 
Wiswesser Line Notation 2-PB-2&2&2 
Evaluation A 

CgRIOSi (Jiq) 

Tetraethyl silicon; Tetraethylsilane 
Phase Changes 
c/liq 189.36 K, 

Molecular Weight 144.3315 
Wiswesser Line Notation 2-S1-2&2&2 
Evaluation B 

54STAJWAR 

6.H=8791 J·mol- I 

~S=61.50 J·mol- I . K- I 

56SCOIGOO 

89RABINIS2 

S=464.6 J·mol- I . K- 1 

6.H=9110 J·mol- 1 

6.5=64.43 J·mol- I ·K- I 

6.H=9091 J·mol- I 

6.S=65.21 J·mol- I . K- 1 

~4STAIWAR 

6.H= 13012 J·mol-- 1 

6.S=68.70 J ·mol- I . K- I 
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CsH20Si (liq) 
Tetraethyl silicon; Tetraethylsilane 
Heat Capacity 298.15 K, 

Temperature range 60 to 300 K. 

Phase Changes 
clliq 190.6 K, 

Molecular Weight 144.3315 
Wiswesser Line Notation 2-S1-2&2&2 
Evaluation H 

72MASIRAB 

/).H= 13410 J ·mol- 1 

/).S=70.4 J·mol- I . K- I 

CsH20Si (liq) 92STE/CHI 
Tetraethyl silicon; Tetraethylsilane 
Heat Capacity 298.15 K, Cp =297.7 J·mol- I . K- I 

Temperature range 315 to 595 K. 
Molecular Weight 144.3315 
Wiswesser Line Notation 2-S1-2&2&2 
Evaluation A 

CsH20Sn (Iiq) 
Tetraethyl tin 
Phase Changes 
c/liq 142.14 K, 

Molecular Weight 234.9360 
Wiswesser Line Notation 2-SN-2&2&2 
Evaluation B 

CsH20Sn (Iiq) 
Tetraethyl tin 
Heat Capacity 298.15 K, 

Temperature range 60 to 300 K. 
Phase Changes 
c,IlIc,I 121.4 K, 

Metastable transition. 
c,lIliq 141.9 K, 

Molecular Weight 234.9360 
Wiswesser Line Notation 2-SN-2&2&2 
Evaluation B 

CSH20 TeZn (liq) 
Diethylzinc diethyltellurim complex 
Heat Capacity 298.15 K, 

Temperature range 13 to 306 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,I 120.0 K, 

Temperature range 108 to 120 K. 
c,lIliq 187.90 K, 

Molecular Weight 299.1470 

54STAIWAR 

/).H=9146 J ·mol- I 

AS=64.35 J·mol- I . K- I 

72MASIRAB 

AH=-1090 J·mol- I 

/).H=8929 J·mol- I 

/).S=62.9 J·mol- I . K- I 

91LEB/KUL 

S=556.98 J·mol- I . K- I 

AH= 165.3 J·mol- I 

/).S=1.37 J·mol-I·K- I 

/).H= 16496 J·mol- I 

AS=87.80 J·mol- I. K- I 

Wiswesser Line Notation 2-ZN-2 &2-TE-2 
Evaluation A 

CgH23N5 (Jiq) 88BOB/KAM 
Tetraethylenepentamine 
Heat Capacity 333 K, C,,=460 J·mol- I. K- I 

Temperature range 333 to 513 K. 
Molecular Weight 189.3032 
Wiswesser Line Notation Z2M2M2M2Z 
Evaluation 0 
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CsH24Ag13IlSN2 (c) 85LIN/ARM 
Bis-(tetramethylammonium iodide) tridecasilver iodide 
Heat Capacity 282.93 K, Cp =1076J·mol- I .K- 1 

Temperature range 79 to 283 K. Unsmoothed experimental datum. 
Phase Changes 
c,lllc,l 150 K, /).S=5.34J·mol- I·K- 1 

Molecular Weight 3454.1425 
Wiswesser Line Notation lKl&I&I&1 2 .AG I 13 
Evaluation A 

CsH24Br4CuN (c) 89LOPIRUI 
Bis-(tetramethylammonium) tetrabromo cuprate 
Heat Capacity 

Temperature range 60 to 343 K. Data given graphically. 
Phase Changes 
c,lV/c,1II 

c,IIlIc,II 

c,llIc,1 

242.8 K, 

249.35 K, 

270.70 K, 

Molecular Weight 517.4463 

/).H= 1538 J'mol- I 

/).S=5.82 J·mol- I . K- I 

/).H=9.56 J·mol- I 

/).5=0.033 J·mol- I. K- I 

AH=3742 J·mol- I 

/).5= 15.46 J·mol- I. K- I 

Wiswesser Line Notation'IKl&I&1 2 .CU E4 
Evaluation A 

CSH24Br4N2Zn (c) 92IGAIRUI 
Tetramethylammonium tetrabromozincate(II) 
Heat Capacity 302.315 K, C p =453.9 J·mol- I. K- I 

Temperature range 170 to 370 K. Un smoothed experimental 
datum. 

Phase Changes 
c,II/c,I 287.20 K, 

Molecular Weight 533.2870 

/).H=4074 J'mol- I 

/).S= 16.2 J·mol- I. K- I 

Wiswesser Line Notation lKI&I&1 -ZN- E4 

Evaluation B 

CgH24CdI4N2 (c) 91KALIBOR 
B is-( tetramethylammonium) tetraiodocadmate 
Phase Changes 
c,II/c,l .' , .233 K, /).H= 1950 J·mol- I 

/).5=8.4 J ·mol- I. K- I 

Molecular Weight 7683190 
Wiswesser Line Notation IKl&l&1 2 -CD- 14 
Evaluation B 

CSH24C14FeN2 (c) 88RUlILOP 
Bis-(tetramethylammonium) tetrachloroferrate 
Heat Capacity 300 K, C" =424 J. mol-I. K- ' 

Temperature range 60 to 350 K. Data given graphically. C p datum 
is graphical estimate. 

Phase Changes 
c,IVlc,III 

c,IIlIc,II 

c,II/c,I 

240.0 K, 

266.8 K, 

281.0 K, 

Molecular Weight 345.9500 

AH=859.6 J·mol- I 

/).5 =3.68 J ·mol- I. K- I 

/).H=238.5 J 'mol- I 

/).S=0.90 J. mol-I. K- I 

.:J.H=2179.9 J·mol- I 

.:l5 =8.34 J·mol I. K- 1 

Wiswesser Line Notation lKI&I&1 2 -FE· G4 
Evaluation B 



HEAT CAPACITIES AND ENTROPIES OF ORGANIC COMPOUNDS 286 

CsH24C14MnN2 (c) 
Tetrachlorobis(butylammonium) manganate 

75BOC/ARR 

Phase Changes 
c,Wc,! 371 K, 

Molecular Weight 345.0410 

ilH =2.4 J. mol- I 

ilS=0.007 J·mol- I. K- I 

Wiswesser Line Notation 4ZH 2 -MN- G4 
Evaluation A 

CsH24C14MnN2 (c) 88ZUBILOP 
B is-( tetramethy lammonium) tetrachloromanganate 
Heat Capacity 300 K, C p =424 J. mol-I. K- I 

Temperature range 50 to 330 K. Data given graphically and 
estimated from graph. 

Phase Changes 
c,V/c,!V 

c,IV/c,III 

c,IIIIc,II 

c,Wc,I 

175.63 K, 

268.65 K, 

292.3 K, 

292.6 K, 

Molecular Weight 345.0410 

ilH=308 J·mol- I 

il5= 1.75 J ·mol- I. K- I 

ilH=233 J·mo!-I 

il5=0.83 J·mo1- 1• K- I 

ilH=5.8 J'mol- I 

il5=0.02 J·mol- I. K- I 

ilH=2079 J'mol- 1 

il5=7.98 J ·mol- I . K- I 

Wiswesser Line Notation lKl&l&l 2 -MN- G4 
Evaluation A 

C8H24CI4N2Zn (c) 90STRITAR 
Bis-(tetramethylammonium) tetrachlorozincate 
Heat Capacity 300 K, Cp =424 J·mol- I. K- I 

Temperature range 80 to 360 K. Data given graphically. C p value 
estimated from baseline of graph. 

Phase Changes 
c,IX/c,VII 

c, VIII/c, VII 

c,VWc,VI 

c,VI/c,V 

c,V/cJV 

159 K, 

165 K, 

177.75 K, 

276.95 K, 

281.0 K, 

Molecular Weight 355.4830 

ilH=448 J·mol- I 

il5=2.82 J ·mol- I. K- I 

ilH=80 J'mol- I 

il5=0.48 J ·mol- I. K- I 

ilH= 180 J·mol- I 

il5= 1.02 J·mol- I. K- I 

.1H= 145 J·mol- I 

.15=0.52 J·mol- I. K- I 

!::.H= 132 J·mol- I 

il5=0.47 J·mol- I. K- I 

Wiswesser Line Notation IK1&1&1 2 -ZN- 04 

Evaluation A(transitions) 
c,lV/c.III 296.6 1680.56; c,llI/c,II 325.95 192 0.59; c,II/c,I 328.95 
2350.73. 

C8H2~O~Si.t Oiq) 
Octamethy !eye lotetrasiloxane 
Heat Capacity 

Temperature range 13 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
dUe.I 253-258 K. 
d/liq 290.55 K, 

Molecular Weight 296.6172 

75MEK/KAR2 

5=623.0 J·mol- I. K- I 

~H=4866 J·mol- I 

~H=23765 J'mol- I 

~5=81.80 J·mol- I. K- I 

Wiswesser Line Notation T8-SI-O-SI-O-SI-O-SI-OTJ Al Al CI CI 
EI EI GI GI 
Evaluation . A 

CsH240 4Si4 (liq) 
Octamethylcyclotetrasiloxane 

81MEKlKAR 

Heat Capacity 298.15 K, Cp =509.6J.mol- I.K- 1 

Temperature range 13 to 390 K. Data given graphically. 
Entropy 298.15 K, S=623.0 J·mol- I. K- I 

Phase Changes 
c/liq 290.25 K, 

Molecular Weight 296.6172 

ilH=23765 J·mol- I 

il5=81.80 J ·mol- I. K- I 

Wiswesser Line Notation T8-SI-O-SI-O-SI-O-SI-OTJ Al Al Cl CI 
E1 E1 G1 01 
Evaluation A 

CsH2sN4Si4 (c) 
Octamethylcyclotetrasilazane 

81MEKlKAR 

Heat Capacity 298.15 K, Cp =570J.mol- I.K- 1 

Temperature range 13 to 390 K. Data given graphically. 
Entropy 298.15 K, S=S99.6 J.mol- I . K- I 

Phase Changes 
c/liq 367.67 K, 

MoiPl'nlllr Wpight ?9?n7RO 

ilH=25050 J·mol- I 

ilS=66.5 J·mol- I . K- I 

Wiswesser Line Notation T8-SI-M-SI-M-SI-M-SI-MTJ Al Al CI 
Cl EI El Gl Gl 
Evaluation A 

C9Fe209 (c) 
Nonadecacarbonyl diiron 
Heat Capacity 298.15 K, 

Temperature range 7 to 300 K. 
Entropy 298.15 K, 
Molecular Weight 363.7876 
Wiswesser Line Notation CO 9 .FE 
Evaluation A 

C9H40 s (c) 
Trimellitic anhydride 

89SELISHE 

78MARlCI02 

Heat Capacity 298.15 K, Cp =248.9 J·mol- I . K- I 

Temperature range 298 to 540 K. 
Phase Changes 
c/liq 385 K, ilH= 10464 J ·mol- I 

il5=27.2 J ·mol- I . K- I 

Molecular Weight 192.1276 
Wiswesser Line Notation T5n RVOVJ GVQ 
Evaluation D 

C9H6Cr02S (c) 8 I em I1POM 

Benzene chromium dicarbonyl thioearbonyl 
Heat Capacity 298.15 K, Cp=226.66 J·mol- I. K- I 

Temperature range 5 to 300 K. 
Entropy 298.15 K, S-292.8 J·mol- I K- I 

Molecular Weight 230.2012 
Wiswesser Line Notation L6¢J ¢-CR- CO 2 &CS 
Evaluation A 

78POM/CHH 
Benzene chromium tricarbonyl 
Heat Capacity 298.15 K, Cp =151.3J·mol- I .K- 1 

Temperature range 120 to 300 K. Data given graphically. 
C{,=38.17 +2.37X 1O- IT+3.77x 1O-4T2+3.38X 1O-7T3 J. 
mol-I. K- I (120 to 300 K). Cp value calculated from equation. 

Molecular Weight 214.1406 
Wiswesser Line Notation L6¢J ¢-CR- CO 3 
Evaluation C 
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C9H6Cr03 (c) 81CHHIPOM 
Benzene chromium tricarbonyl 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, S=267.4 J·mol- I. K- I 

Molecular Weight 214.1406 
Wiswesser Line Notation L64>J 4>-CR- CO 3 
Evaluation A 

C p data does not agree with earlier work reported in 78POM/CHH. 

C9H6Nz0 2 (Jiq) 62STRIBAR 
. 2,4-Tolylenediisocyanate; I-Methyl-2,4-diisocyanatobenzene 
Heat Capacity 298 K, Cp =287.8J·mol- I.K- 1 

One temperature. 
Molecular Weight 174.1586 
Wiswesser Line Notation OCNR B I ENCO 
Evaluation D 

Coumarin 
Phase Changes 

91ELW/SAB 

cfl!q 342.14 K, ~H=19140J'mol 1 

Molecular Weight 146.1452 
Wiswesser Line Notation T66 BOVJ 
Evaluation A 

C9H60 2 (c) 
Coumarin 
Phase Changes 
C/liq 342.14 K, 
c/g 298.15 K, 
Molecular Weight 146.1452 
Wiswesser Line Notation T66 BOVJ 
Evaluation A 

Chromone 
Heat Capacity 298.15 K, 

One temperature. 
Phase Changes 
c/Jiq 330.27 K, 
liq/g 298.15 K, 
Molecular Weight 146.1452 
Wiswesser Line Notation 166 !:S V hOl 

Evaluation A 

92SABlELW4 

LlH= 19140 J·mo]-I 
LlH=83090 J 'mo]-I 

88SAB/ELW 

LlH= 17310 J ·mol- I 

LlH=81290 J 'mol- I 

C9H,Cu (cl 82BYKlLEB 
Copper benzylacetylenide 
Heat Capacity 298.15 K, CI'= 178.5 J ·mol- I. K-· I 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 5=197.6J·mol- I·K- 1 

Molecular Weight 178.7003 
Wiswesser Line Notation -CU-J UU2R 
Evaluation A 

C9H7N (Jiq) 
Quinoline 
Heat Capacity 283 K, 

Mean value, 0 to 20°C. 
Molecular Weight 129.1610 
Wiswesser Line Notation T66 BNJ 
Evaluation C 

16BRA 

Cp = 190.4 ] ·mol- I. K- I 
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C9H7N (liq) 
Quinoline 
Heat Capacity 

One temperature. 
302.5 K, 

Molecular Weight 129.1610 
Wiswesser Line Notation T66 BNJ 
Evaluation C 

C9H7N (Jiq) 
Quinoline 
Heat Capacity 

One temperature . 
302.4 K, 

Molecular Weight 129.1610 
Wiswesser Line Notation T66 BNJ 
Evaluation C 

C9H7N (Jiq) 
Quinoline 
Heat Capacity 

One temperature. 
290 K, 

Molecular Weight 129.1610 
Wiswesser Line Notation T66 !:SNJ 
Evaluation C 

Quinoline 
Heat Capacity 298.1 K, 

Temperature range 90 to 300 K. 

34KOLIUD 

Cp =192.9 J·mol- I . K- I 

34KOLlUDC 

34RAD/JU 

36PARITO 

Entropy 298.1 K, S=217.1 J·mol-I·K- I 

Extrapolation below 90 K, 54.94 J ·mol- I. K- I. 
Phase Changes 
clliq 258.4 K, 

Molecular Weight 129.1610 
Wiswesser Line Notation T66 BNJ 
Evaluation B(C,,),C(S) 

C9H7N (Jiq) 
Quinoline 
Heat Capacity 

One ·temperature .. 
298 K, 

Molecular Weight 129.1610 
Wiswesser Line Notation T66 BNJ 
Evaluation C 

C9H7N (Jiq) 
Quinoline 

Phase Changes 
c/Iig 257.93 K, 
Molecular Weight 129.1610 
Wiswesser Line Notation T66 BNJ 

Evaluation A 

C9H7N (lig) 
Quinoline 
Heat Capacity 298.15 K, 

Temperature range 6 to 450 K. 
Entropy 298.15 K, 

Phase Changes 
c.IUd 220.093 K 
c,IlIiq 258.369 K 
Molecular Weight 129.1610 
Wiswesser Line Notation T66 ENJ 
Evaluation A 

LlH = 10799 J. mol-' I 

LlS =4 1.79 J ·mol- I. K-" 

51TSC/KF 

57M,", 

.IlH= 10724 J ·mol- I 

86STE/Cl-

5=219.69 J·mo]-I. K" 
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C9H7N (Jig) 
Quinoline 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 
Entropy 298. 15 K. 
Phr.o;:l' Changf's 

cJIIc,I 

cJ/lig 

220.000 K, 

258.369 K, 

Molecular Weight 129.1610 
Wiswesser Line Notation T66 BNJ 
Evaluation A 

C9H7N (lig) 
Quinoline 
Phase- Ch~mge-!l 

lig/liq 290 K 
Molecular Weight 129.1610 
Wiswesser Line Notation T66 BNJ 

Evaluation B 

88STE/ARC 

C p = 194.89 J·mol- I . K- I 

5=219.72 J ·mol- I
• K- 1 

~H=68.18 J·mol- 1 

~S=0.310 J·mol- I . K- I 

~H= 10662.90 J·mol- 1 

~S=41.27 J·mol- I • K- 1 

90JALIROB 

Isochoric heat capacity was measured from 267 to 313 K. 

C9H7N (Jig) 
lsoquinoline 

88STE/ARC 

Heat Capacity 298.15 K, Cp =196.l6J·mol- I .K- 1 

Temperature range 5 to 500 K. Values calCulated from graphically 
~xtrapolated heat capacity values. 

Entropy 298.15 K, 

Phase Changes 
c,IIIIc,II 
c,IIIcJ 
c,Illiq 

221.000 K, 
275.000 K, 
299.620 K, 

Molecular Weight 129.1610 
Wiswesser Line Notation T66 CNJ 
Evaluation A 

C~H7N (c) 
Isoquinoline 
Heat Capacity 298.15 K, 

Temperature range LO to 400 K. 
EntroPY 298.15 K. 
Phase Changes 
c,IIl/cJI 219.600 K 

c,II1cJ 275.000 K 
c,l/liq 299.616 K 
Molecular Weight 129.1610 
Wiswesser Line Notation T66 CN} 

Evaluation A 

C9H7NO (e) 

3-lndole aldehyde 
Heat Capacity 

5=215.98 J·mol- I . K- I 

~H=O.OO }·mol- I 

~H=O.OO J·mo!-I 
~H= 13544.17 J ·mol- I 

~5=45.20 J·mol- I. K- 1 

86STE/CHI 

c p = 177.68 J. mol- I . K - I 

5= 171.06 J·mol- I. K- I 

81LEB/RYA 

Temperature range to 458 K. Data given over temperature 

range. 
Molecular Weight 145.1604 
Wiswesser Line Notation T56 BMJ DVH 
Evaluation B 

41SATISOG 

o-Nitrocinnamic acid 
Heat Capacity 323 K, Cp =240.6J·mol- I .K-1 

Temperature range 0 to 100 "C. Mean value. 
Molecular Weight 193.1586 
Wiswesser Line Notation WNR BlUIV<...! 
Evaluation C 

Same data in 40SAT/SOG2. 

41SAT/SOG 

m-Nitrocinnamic acid 
Heat Capacity 323 K, Cp = 240.2 J·mol- I. K- 1 

Temperature range 0 to 100 dc. Mean value. 
Molecular Weight 193.1586 
Wiswesser Line Notation WNR ClUIVQ 

Evaluation C 
Same data in 40SAT/SOG2. 

41SAT/SOG 
p-Nitrocinnamic acid 
Heat Capacity 323 K, Cp =238.l J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 193.1586 
Wiswesser Line Notation WNR DIU1VQ 
Evaluation C 

Same data in 40SAT/SOG2. 

C9Hs (Jiq) 
Indene 
Heat Capacity 298.15 K, 

Temperature range 15 to 320 K. 

Entropy 298.15 K, 

Phase Changes 
c/liq 271.70 K, 

Molecular Weight 116.1622 
Wiswesser Line Notation L56BHJ 
Evaluation A 

C9Hs (Jig) 
Indene 
Heat Capacity 298.15 K, 

Temperature range 15 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 271. 70 K, 
Molecular Weight 116.1622 
Wiswesser Line Notation L56BHJ 
Evaluation A 

59STU/SIN 

Cp = 186.94 J·mol- I. K- I 

5=215.35 J·mol- I • K- 1 

~H=10201 J·mol- I 

~S=37.55 J·mol- I • K- 1 

61STU/SIN 

5=214.18 J·mo!-I. K- I 

AH=10201 J·mol- I 

C9HgClN30 3 (e) 89KHO/ISK 
2-Methyl-3-nitro-4-methoxymethyl-5-eyano-6-chloropyridine 
Hcat Capacity 298.15 K, 

One temperature. 
Entropy 298.15 K, 5=339.97 }·mol- I K- I 

Molecular Weight 241.6335 
Wiswesser Line Notation T6NJ BG CCN 0101 ENW FI 
Evaluation B 
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C9HsFeNz0 3 (c) 90BUSffEL 
N-allylpyrazole triearbonyliron 
Heat Capacity 298.15 K, Cp =284.5 J·mol- I ·K- I 

Temperature range 10 to 300 K. 
Entropy 298.15K, S=309.5J·mol- I ·K-1 

Molecular Weight 248.0208 
Wiswesser Line Notation T5NMJ B2Ul .FE CO 3 
Evaluation A 

C9HgMn03P (c) 
3,4-Dimethylphospholyl manganese triearbonyl; 
Dimethyl- 3,4-phosphaeymantrene 

82POIlSOU 

Phase Changes 
e,I1/e,1 

e,I1lig 

275 K, 

300 K, 

LlH=190J·mol- 1 

LlS=0.69 J·mol- I . K- I 

LlH=19300 J·mol- I 

LlS=64 J·mol- I . K- I 

Molecular Weight 250.0722 
Wiswesser Line Notation T5PJ Cl Dl &MN CO 3 
Evaluation A 

C9HsOz (c) 39SAT/SOG2 
Cinnamic acid 
Heat Capacity 323 K. rp=IQ7'i I.mol- I • K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 148.1610 
Wiswesser Line Notation QVIUIR 
Evaluation C 

C9Hg02 (c) 
Cinnamie acid 
Phase Changes 

86SIN/KUM 

e/lig 406.15 K, LlH=22626 J·mol- I 

Molecular Weight 148.1610 
Wiswesser Line Notation QVlUIR 
Evaluation A 

C9Hg03 (c) 83GEIISAL 
endo-Bieyclo[2.2.1]-5-heptene-2,3-diearboxylie acid anhydride 
Heat Capacity 298.15 K, Cp = 183.3 J·mol- I . K- I 

Temperature range 12 to 300 K. 
Entropy 298.15 K, S=189.5 I·mol- I . K- I 

Molecular Weight 164.1604 
Wiswesser Line Notation T555/FJ 2AE J BVOV IUTJ 
Evaluation A 

Thf'rt' i~::Jn t'xtt'nclt'cI hllmp in tht' rp r.llrvt' ht'twt't'n 'i0 ;mcl 1 'i0 K 

72LAG 
1,2.3-Trichloro-4,5,6-trimcthylbcnzcnc 

Heat Capacity 298.15 K, Cp =252.34 J·mol- I . K- I 

Temperature range 20 to 300 K. 
Entropy 298.15 K, S=314.93 J·mol-I·K- I 

Molecular Weight 223.5291 
Wiswesser Line Notation GR BG CG DI EI Fl 
Evaluation B 

Second order transition between 140 and 270 K. 
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90FUJ/AT 
1,3,5-Triehloro-2,4,6-trimethylbenzene 
Heat Capacity 300K, Cp =232.39J·mol- I .K-

Temperature range 3 to 327 K. Unsmoothed experimental datur 
Phase Changes 
c,IV/e,III 158.7 K, LlH= 142 J·mol- I 

Anomaly splits into two peaks depending on sample history. 
163.5 K, LlH=87 J·mol- I 

e,I1I1c,II 314 K 
Superheating effect. 

Molecular Weight 223.5291 
Wiswesser Line Notation GR B 1 CG D 1 EG Fl 
Evaluation A 

C9H9FeN (c) 
Azaferroeene 
Heat Capacity 298.15 K, 

Temperature range 70 to 290 K. 
Entropy 298.15 K, 
Phase Changes 
c,IWc,I' 200 K, 

c,IIIc,I' 218 K, 

Molecular Weight 187.0238 

84CHHIPm 

S=211.8 J·mol- I. K- I 

LlH=3000 J·mol- I 

LlS=15.0 J·mol- I. K- I 

LlH=-3800 J'mol- I 

LlS=-17.4 J·mol- I . K-

Wiswesser Line Notation T5Nq,J q,-FE- q,L5q,J 
Evaluation A 

Metastable phase. 

C9H9FeN (c) 
Azaferroeene 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,lII1e,II 278.5 K, 

e,II1e,l 289.5 K, 

Molecular Weight 187.0238 

84CHHlPOr 

S= 170.30 J·mol- I. K- I 

LlH=650 J·mol- I 

LlS=2.4 J·mol- I . K- I 

LlH=6748 J·mol- I 

LlS=23.6 J ·mol- I. K- I 

Wiswesser Line Notation T5Nq,J q,-FE- q,L5q,J 
Evalul\tion A 

Stable phase. 

C9H9FeP (c) 
Phosphaferroeene 
Phase. Changes 
c,IIIc,I 266 K, 

Molecular Weight 203.9909 

84CHHIPO: 

LlH=7330 J'mol- I 

LlS=27.6 J·mol- I. K- I 

Wiswesser Line Notation T5Pq,J q,-FE- q,L5q,J 
Evaluation A 

Stable phase. A metastable phase transition is reported at T=2 i 
K. 

C9H9NO (c) 
a-Methoxybenzyl cyanide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 147.1762 
Wiswesser Line Notation NCYR&O 1 
Evaluation B 

83ZAM/K; 
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91ROL 
Poly-L-phenylalanine 
Heat Capacity 300 K, Cp =169.7 j·mol-1·K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 147.1762 
Wiswesser Line Notation /*VYIR&M*/-L 
Evaluation B 

(C,H,NO)n (e) 93 ROLIXEN 
Poly-L-phenylalanine 
Heat Capacity 300 K, Cp =169.7 j·mo!-I·K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 147.1762 
Wiswesser Line Notation /*VYIR&M*I -L 
Evaluation B 

41SAT/SOG2 
m-Aminocinnamic acid 
Heat Capacity 323 K, Cp =227.6j.mol- I .K- 1 

Tf'mpf'rlltnrf' r::tngf' 0 to 100 or Mf'::tn v::thlf' 

Molecular Weight 163.1756 
Wiswesser Line Notation ZR ClUIVQ 
Evaluation C 

Same data at 40SAT/SOG3. 

(C9H9N02)n (e) 91ROL 
Poly-L-tyrosine 
Heat Capacity 300 K, Cp =183.6J.mol- I .K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 163.1756 
Wiswesser Line Notation /*VYIR DQ &M*/-L 
Evaluation B 

(C9H9N02)n (e) 93ROLIXEN 
Poly-L-tyrosine 
Heat Capacity 300 K, Cp =183.6J.mol- I .K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 163.1756 
Wiswesser Line Notation /*VYIR DQ &M*/-L 
Evaluation B 

41HUF 
Hippuric acid; Benzoylglycine 
Heat Capacity 298.4 K, Cp =214.35 J ·mol- l . K- t 

Temperuture runge 85 to 208 K. Value is unsmoothed experimentu! 

datum. 
Entropy 298.1 K, 5=239.3J·mol- I·K- 1 

Extrapolation below 90 K, 77.32 J . mol-I. K - I . 
Molecular Weight J 79.1750 

Wiswesser Line Notation QVIMVR 
Evaluation A(C pl,C(S) 

C9H9N03 (liq) 
Hippuric acid: Benzoylglycine 
Heat Capacity 298.15 K. 

One temperature. 
Molecular "Veight 179.1750 
Wiswesser Line Notation QVIMVR 
Evaluation B 

6lHeB/FRO 

C p = 2 17 J. mol- I . K - I 

C9H9N304 (c) 89KHOlISK 
3-Cyano-4-methoxymethyl-5-nitro-6-methyl-(2-pyridone) 
Heat Capacity 298.15 K, Cp =275.80J.mol- I .K- 1 

One temperature. 
Entropy 298.15 K, 5=323.69 J ·mol- I. K- 1 

Molecular Weight 223.1878 
Wiswesser Line Notation T6MVJ CCN DlOl ENW FI 
Evaluation B 

C9H lO (liq) 
a-Methylstyrene 
Heat Capacity 300 K, 

Temperature range 60 to 300 K. 
Entropy 300 K, 
Phase Changes 
c/liq 250.78 K, 

Molecular Weight 110.1700 

Wiswesser Line Notation lUYl&R 
Evaluation B 

C9H lO (Jiq) 
Indane 
Heat Capacity 298.15 K, 

Temperature range 15 to 320 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 221.77 K, 

Molecular Weight 118.1780 
Wiswesser Line Notation L56T &J 
Evaluation A 

[ndane 

71LEBIRAB2 

ilH= 11924 J ·mol- I 

ilS=47.55 J·mol- I. K- 1 

59STU/SIN 

5=234.34 J ·mol- I. K- I 

ilH=8598 ]·mol-1 

il5=38.77 J·mol- l . K- 1 

6lSTU/SL\1 

Heat Capacity 298.15 K, Cp = 190.25 J·mol- I. K- I 

Temperature range 15 to 320 K. Premelting occurs at 170 K to 
melting. 

Entropy 
Phase Changes 
c,IIIc,! 

c,I/liq 

298.15 K, 

73.82 K, 

221.77 1<:; 

Molpculllr Wpight 118.1780 

Wiswesser Line Notation L56T&J 
Evaluation A 

5=234.35 J·mol- I. K- I 

ilH=781 J·mo]-l 
il5=10.57 J·mol-I·K- 1 

ilH=8598 J·mo!-t 
il5=38.77 J·mol-I·K- 1 

(C9H IO)n (c) 71LEB/RAB2 
Poly( a-methylstyrene) 
Heat Capacity 300 K, Cp = 149.2 J·mol- I. K- I 

Temperature range 60 to 300 K. 
Entropy 300 K, 5=134.7 j·mol-'·K- ' 
Molecular Weight 118.1780 
Wiswesser Line Notation /* 1 X* 1 &RI 
Evaluation B 

C9H ION20 2 (c) 89KHOflSK 
3-Cyano-4-methoxymethy l-6-methy 1-(2-pyridone) 
Heat Capacity 298.15 K, CI'=211.76J.mol- I.K- 1 

One temperature. 
Entropy 298.15 K. 5 =269.23 J·mol- I. K- I 

Molecular Weight 178.1902 
Wiswesser Line Notation T6MVJ CCN Dial FI 
Evaluation B 
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C9HION203 (c) 
2-Methoxyisonitrosoacetanilide 
Phase Changes 
C/liq 422 K, 

Molecular Weight 194.1896 

82CUE/SOL 

6..H=27800 J·mol- 1 

6..5=65.9 J ·mol- I. K- I 

Wiswesser Line Notation QNUIVMR BOI 
Evaluation D 

C9H lON20 3 (c) 
4-Methoxyisonitrosoacetanilide 
Phase Changes 
c/liq 459 K, 

Molecular Weight 194.1896 

82CUE/SOL 

6..H=8300 J·mol- 1 

6..5=18.1 J·mol- I. K- I 

Wiswesser Line Notation QNUI VMR DOl 
Evaluation D 

C9H100 (liq) 86CHIINGU 
Chroman 
Heat Capacity 298.15 K, C p=214.00 J·mol- I. K- l 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 5=246.03 J·mol- I. K- I 

Phase Changes 
clliq 269.836 K 
Molecular Weight 134.1774 
Wiswesser Line Notation T66 BOT &J 
Evaluation A 

C9H 100 (liq) 
Chroman 
Heat Capacity 298.15 K, 

Temperature range 10 to 500 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 269.836 K, 

Molecular Weight 134.1774 
Wiswesser Line Notation T66 BOT &J 
Evaluation A 

C'IH100 (Jiq) 
Isochroman 
Heat Capacity 298.15 K, 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 277.503 K 
Molecular Weight 134.1774 
Wiswesser Line Notation T66 COT &J 
Evaluation A 

C9H lOO (liq) 
Isochroman 
Heat Capacity 298.15 K, 

Temperature range 10 to 500 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 277.503 K. 

Molecular Weight 134.1774 
Wiswesser Line Notation T66 COT &J 
Evaluation A 

90CHIIARC 

5=246.018 J·mol- I. K- I 

6..H= 16255.37 J·mol- I 

6..5=60.242 J·mol-I·K- I 

86CHIINGU 

5=247.04 J ·mol- J
• K- 1 

90CHIIARC 

5=247.024 J·mol- J
• K- J 

'}'H= 16747.59 J·mol- J 

~5=60.351 J·mol- J
• K- 1 
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C9H100 2 (liq) 
Benzyl ethanoate; Benzyl acetate 
Heat Capacity 292.7 K, 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation 1 VO 1 R 
Evaluation C 

C9H lO0 2 (liq) 
Benzyl ethanoate; Benzyl acetate 
Heat Capacity 292.7 K, 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation IVOIR 
Evaluation C 

C9H lO0 2 (liq) 
Benzyl ethanoate; Benzyl acetate 
Heat Capacity 306.0 K, 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation IVOIR 
Evaluation C 

C9HlO0 2 (liq) 
Benzyl ethanoate; Benzyl acetate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation IVOIR 
Evaluation B 

C9H lO0 2 (Jiq) 
Ethyl benzoate 
Heat Capacity 

One temperature. 
292.7 K, 

Molecular Weight 150.1768 
Wiswesser Line Notation 20VR 
Evaluation C 

C,HIOO l (Iiq) 

Ethyl benzoate 
Heat Capacity 

One temperature. 
292.7 K. 

Molp{,lIlllr Wpight 1')0 17f1'i1. 

Wiswesser Line Notation 20VR 
Evaluation C 

C9H lOOZ (liq) 
Ethyl benzoate 
Heat Capacity 

One temperature. 
290 K, 

Molecular Weight 150.1768 
Wiswesser Line Notation 20VR 
Evaluation 0 

33KOLlUDC 

34KOLIUDO: 

39PH: 

79FUC 

33KOLlUDC 

34KOLIUDO: 

36KURlVO~ 
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C9H100 2 Oiq) 
Ethyl benzoate 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 150.1768 
Wiswesser Line Notation 20VR 
Evaluation B 

C9H lO0 2 (c) 
Phenylpropionic acid 
Phase Changes 
clliq 321.6 K, 

Molecular Weight 150.1768 
Wiswesser Line Notation QV2R 
Evaluation C 

79FUC 

1889EYK 

ilH= 15564 J·mo1- 1 

ilS=48.4 J·mol- I. K- I 

C9H100 2 (c) 84COLlJIM2 
2,3-Dimethylbenzoic acid 
Heat Capacity 299.65 K, Cp -216.3 Jmol- 1 K- 1 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation QVR B 1 Cl 
Rvl'l I mlt.i on R 

C9H lO0 2 (c) 84COLlJIM2 
2,4-Dimethylbenzoic acid 
Heat Capacity 299.65 K, Cp =192.2J.mol-1.K- 1 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation QVR Bl Dl 
Evaluation B 

C9H lO0 2 (c) 84COLlJIM2 
2,5-Dimethylbenzoic acid 
Heat Capacity 299.65 K, Cp =202.7 J·mol-I·K- I 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation QVR B I E I 
Evaluation B 

C9H lO0 2 (c) 84COLlJIM2 
2.6-Dimethylbenzoic acid 
Heat Capacity 299.65 K, Cp =204.2J.mol- I.K- 1 

Ollt: It:llljJt:l<:1lUIt:. 
Molecular Weight 150.1768 
Wiswesser Line Notation QVR B I FI 
Evaluation B 

C9H100 2 (c) 84COLlJIM2 
o-Ethylbenzoic acid 
Heat Capacity 298.15 K, Cp =208.7 J·mol- I . K- I 

One temperature. CI' given as 1.39J·K- I .g- l
. 

Molecular Weight 150.1768 
Wiswesser Line Notation QVR B2 
Evaluation B 

C9H 100 2 (c) 
3,4-Dimethylbenzoic acid 
Heat Capacity 299.65 K, 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation QVR Cl Dl 
Evaluation B 

84COLlJIM2 

C9H100 2 (c) 84COLlJIM2 
3,5-Dimethylbenzoic acid 
Heat Capacity 299.15 K, Cp =192.2J.mol-1.K- 1 

One temperature. 
Molecular Weight 150.1768 
Wiswesser Line Notation QVR C 1 E I 
Evaluation B 

C9H100 2 · (c) 84COLlJIM2 
m-Ethylbenzoic acid 
Heat Capacity 298.15 K, Cp=199.7 J·mol-1·K- I 

One temperuture. Cp given us 1.33 J K- I g-I. 

Molecular Weight 150.1768 
Wiswesser Line Notation QVR C2 
Evaluation B 

p-Ethylbenzoic acid 
84COlIJIM2 

Heat Capacity 298.15 K, Cp =207.2 J·mol- I . K- 1 

One temperature. Cp given as 1.38 J.K- I . g-l. 
Molecular Weight 150.1768 
Wiswesser Line Notation QVR D2 
Evaluation B 

C9H lO0 2 (c) 87LESILIC 
Phenyl glycidyl ether 
Heat Capacity 298 K, Cp =278.7 J·mol- I . K- I 

Temperature range 225 to 400 K. 
Molecular Weight 150.1768 
Wiswesser Line Notation T30TJ B lOR 
Evaluation B 

C9H 1002 (liq) 88LEBIB YK2 
Phenyl glycidyl ether 
Heat Capacity 298.15 K, Cp =276.0 J·mol- I . K- I 

Temperature range 5 to 330 K. 
Entropy 298.15 K, S=[/4.YJ'mol I.K I 

Phase Changes 
clliq 276.79 K 
Molecular Weight 150.1768 
'\Vbwt!1S1St!r Lim: Nutatiun T30TJ B lOR 

Evaluation A 
Data also given for the vitreous state from 5 to 189 K, and for the 
supercooled liquid from 200 to 276.79 K. 
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C9H lO0 3 (c) 78GEIlKAR 
3-Methyltetrahydrophthalic anhydride 
Heat Capacity 

C p data not given. Temperature range 12 to 360 K. Data deposited 
VINITI, No. 3381-77, 5 Oct 1977. Includes Cp , S, I::..H fusion, 
Tm. 

Molecular Weight 166.1762 
Wiswesser Line Notation TS6 BVOV AUJG Fl 
Evaluation B(for original data) 

C9HnN (liq) 
'1,2,3,4-Tetrahydroquinoline 
Heat Capacity 298.15 K, 

Temperature range 10 to 440 K. 
Entropy 298.15 K, 
Phase Changes 
c,IV/c,1II 
c,IIVc,U 
c,lI/c,! 
c,IIliq 

61.7 K 
114.75 K 
231.8 K 
289.913 K, 

Molecular Weight 133.1926 

Wiswesser Line Notation T66 BNT &J 
Evaluation A 

89STE/CHI 

S=240.36 J·mol- I. K- I 

I::..H= 11813 J·mol- 1 

I::..S=40.75 J·mol- I. K- I 

C9HllN (liq) 86STE/Cm 
5,6,7,8-Tetrahydroquinoline 
Heat Capacity 298.15 K, Cp =217.33 J·mol- I. K- I 

Temperature range 6 to 450 K. 
Entropy 298.15 K, S=248.69J·mol- I ·K- 1 

Phase Changes 
clliq 222.634 K 
Molecular Weight 133.1926 
Wiswesser Line Notation T66 BN&TJ 
Evaluation A 

C9HnN (liq) 89STE/CHI 
5,6,7,8-Tetrahydroquinoline 
Heat Capacity 298.15 K, Cp =217.41 J·mol-I·K- I 

Temperature range 5 to 440 K. 
Entropy 298.15 K, S=248.73J·mol- I·K- 1 

Phase Changes 
c,IlVc,Il 

T(glass) near 160 K. Glass to metastable form. 

cJI/cJ 
near 210 K. First order transition, metastable to stable crystalline 
form. 

cJ/liq 222.634 K, 

Molecular Weight 133.1926 
Wiswesser Line Notation T66 BN&TJ 
Evaluation A 

t::..H=9071.7 j·mol- I 

1::..5=40.75 j·mol- I . K- I 

C9H II :'II02 (c) 71PRl 
Ethyl N-phenylcarbamate 
Heat Capacity 298 K. Cp=227.2 J·mol- I. K- I 

Temperature range 200 to 390 K. Complete data deposited 
VINITl. No. 2713-71.25 March 1971. 

Phase Changes 
c/liq 326 K. 

Molecular Weight 165.1914 
Wiswesser Line Notation 20VMR 
Evaluation B 

t::..H=16272j·mol- 1 

~5=49.9 J·mol- I . K- I 
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39SAT/SOG: 
Ammonium cinnamate 
Heat Capacity 323 K, Cp =252.7 J·mol-I·K- I 

Temperature range 0 to 100 0 C. Mean value. 
Molecular Weight 165.1914 
Wiswesser Line Notation QVIUIR &ZH 
Evaluation C 

Same data in 40SAT/SOG. 

C9HllN02 (c) 
Phenylalanine(L) 
Heat Capacity 298.15 K, 

Temperature range 11 to 305 K. 

63COLIHU' 

Entropy 298.15 K, S=213.64 J·mol- I . K- I 

Molecular Weight 165.1914 
Wiswesser Line Notation QVYZIR-L 
Evaluation A 

C9HnN02 (c) 
PhenyIalanine(L) 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 165.1914 
Wiswesser Line Notation QVYZIR-L 
Evaluation B 

75SPIIWAI 

C9HllN03 (c) 37HUFIEL 
Tyrosine(L) 
Heat Capacity 294.6 K, Cp =214.30 J·mol- I. K-

Temperature range 87 to 295 K. Value is unsmoothed expcriment~ 
datum. 

Entropy 298.15 K, S=221.8 J·mol- I. K- I 

Extrapolation below 90 K. 64.56 J. mol-I. K- I . 

Molecular Weight 181.1908 
Wiswesser Line Notation QVYZIR DQ -L 
Evaluation B( C p),C(S) 

C9H n N03 (c) 
Tyrosine(L) 
Heat Capacity 

One temperature. 

298.15 K, 

63COLIHU' 

Entropy 298 15K. II =? 14 () 1 r. mol-I. K - I 

Molecular Weight 181.1908 
Wiswesser Line Notation QVYZIR DQ -L 
Evaluation A 

C9HIIN04 (c) 40CAM/CA: 
Salicylic acid-acetamide complex; Acetamide-salicylic acid comple 
Heat Capacity 293 K, Cp -169.5 J ·mol- I

. K- 1 

One temperature. 
Molecular Weight 197.1902 
Wiswesser Line Notation QVR BQ &ZVl 
Evaluation C 
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C9H12 (liq) 
1,2,3-Trimethy Ibenzene 
Heat Capacity 298.15 K, 

Temperature range 19 to 30 I K. 
Entropy 298.15 K, 

Phase Changes 
c,IIIIc,II 218.70 K, 

c,lI/c,I 230.27 K, 

c,IIliq 247.81 K, 

Molecular Weight 120.1938 
Wiswesser Line Notation lR Bl CI 
Evaluation A 

55TAY/JOH 

Cp =216.44 J·mol- I. K- I 

ilH=658.6 J·mol- I 

ilS=3.01 J·mol-I·K- I 

ilH= 1336.0 J·mol- I 

ilS=5.80 J·mol- I. K- I 

LlH=8180.1 J'mol- I 

ilS=33.01 J·mol-I·K- I 

C9H12 (liq) 31HUFIPAR 
1,2,4-Trimethylbenzene; Pseudocumene 
Heat Capacity 297.3 K, Cp =212.1 J·mol-J·K- I 

Temperature range 94 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1K, S=283.3J'mol l 'K 1 

Extrapolation below 90 K, 69.79J·mol- I ·K- I. 
Phase Changes 
c/liq 228.6 K, LlH= 12648 J·mol- I 

LiS-55.3 J·ll1ul- l
• K- 1 

Molecular Weight 120.1938 
Wiswesser Line Notation IR BI Dl 
Evaluation B( C p),C(S) 

C9H12 Oiq) 47KUR 
1,2,4" Trimethylbenzene; Pseudocumene 
Heat Capacity 298 K, Cp =213.0J.mol- I.K- 1 

Temperature range 15 to 168 °C, mean Cp , five temperatures. 
Molecular Weight 120.1938 
Wiswesser Line Notation lR Bl Dl 
Evaluation D 

C9H12 (liq) 55HELIHEI 
1,2,4-Trimethylbenzene; Pseudocumene 
Heat Capacity 299.8 K, Cp =210.41 J·mol-I·K- 1 

Temperature range 80 to 220 ° F. 
Molecular Weight 120.1938 
Wiswesser Line Notation lR BI Dl 
Evaluation B 

C9H12 (liq) 
1,2.4-Trimethylbenzene: Pseudocumene 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
cJ/liq 229.33 K, 

Molecular Weight 120.1938 
Wiswesser Line Notation I RBI D 1 
Evaluation A 

1.2.4-Trimethylbenzene: Pseudocumene 

57PUT/KIL 

S=283.38 J·mol- I. K- I 

flH= 13190 J·mol- I 

flS=57.53 J·mol-I·K- I 

79AND/GRI 

Heat Capacity 295.99 K, Cp =212.1 J·mol-I·K- I 

Temperature range 293 to 430 K. Unsmoothed experimental datum 
given as 1.765 kJ/kg· K. 

Molecular Weight 120. 1938 
Wiswesser Line Notation I RBI D I 
Evaluation B 

C9H12 (liq) 87WILIING 
1,2,4-Trimethylbenzene; Pseudocumene 
Heat Capacity 298.15 K, Cp =213.1l J·mol-I·K- I 

One temperature. 
Molecular Weight 120.1938 
Wiswesser Line Notation IR BID 1 
Evaluation B 

C9H12 (Iiq) 1881REI 
1,3,5-Trimethylbenzene; Mesitylene 
Heat Capacity 298 K, Cp =211.3J.mol- I.K- 1 

Temperature range 292 to 403 K. 
Molecular Weight 120.1938 
Wiswesser Line Notation lR Cl El 
Evaluation D 

C9H12 (Iiq) 47KUR 
1,3,5-Trimethylbenzene; Mesitylene 
Heat Capacity 298 K, Cp =213.0 J·mol- I . K- I 

Temperature range 15 to 15.:'5 °C, mean Cp , five temperatures. 
Molecular Weight 120.1938 
Wiswesser Line Notation lR Cl El 
Evaluation D 

C9H12 (Iiq) 
1,3,5-Trimethylbenzene; Mesitylene 
Heat Capacity 299.8 K, 

Temperature range 80 to 220 ° F. 
Molecular Weight 120.1938 
Wiswesser Line Notation lR Cl El 
Evaluation B 

C9H12 (liq) 
1,3,5-Trimethylbenzene; Mesitylene 
Heat Capacity 298.15 K, 

Temperature range 20 to 305 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIliq 228.42 K, 

55HELIHEI 

Cp =201.46 J·mol- I. K- I 

55TAY/KIL 

S=273.55 J·mol- I. K- I 

flH=9514.8 J·mol- I 

LlS=41.65 J·mol- I. K- I 

Metastable melting points at 221.46 K and 223.35 K. 
Molecular Weight 120.1938 
Wiswesser Line Notation IR Cl El 
Evaluation A 

C9H12 (Iiq) 68REC 
1,3,5-Trimethylbenzene; Mesitylene 
Heat Capacity 298 K, Cp =206.5 J·mol- I. K- I 

'temperature range 24 to 40 uc. Equation only. 
Molecular Weight 120.1938 
Wiswesser Line Notation 1 R C 1 E 1 
Evaluation C 

C9H12 (liq) 
1,3,5-Trimethylbenzene; Mesitylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 120.1938 
Wiswesser Line Notation 1 R C 1 E 1 
Evaluation B 

77FORIBEN 

Cp =207.686 J ·mol- I. K- I 
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C9H12 (liq) 79AND/GRI 
1,3 ,S-Trimethylbenzene; Mesitylene 
Heat Capacity 294.99 K, Cp =20S.5 J·mol- I. K- I 

Temperature range 29S to 424 K. Un smoothed experimental datum 
given as 1.7lO kJ/kg· K. 

Molecular Weight 120.1938 
Wiswesser Line Notation lR Cl El 
Evaluation B 

C9H12 (liq) 
1,3,S-Trimethylbenzene; Mesitylene 
Heat Capacity 298.1S K, 

One temperature. 
Molecular Weight 120.1938 
Wiswesser Line Notation 1R C1 El 
Evaluation B 

C9H12 (Jiq) 
1 ,3,S-Trimethylbenzene; Mesitylene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 120.1938 
Wiswesser Line Notation lR Cl El 
Evaluation B 

C9H12 Oiq) 
Isopropylbenzene; Cumene 
Heat Capacity 302.0 K, 

One temperature. 
Molecular Weight 120.1938 
Wiswesser Line Notation IY1&R 

Evaluation C 

C9H12 Oiq) 
Isopropylbenzene; Cumene 
Heat Capacity 302.0 K, 

One temperature. 
Molecular Weight 120.1938 

Wiswesser Line Notation I Y I &R 
Evaluation C 

Isopropylbenzene: Cumene 

79WILIFAR 

93GRO/ROU 

Cp =207.85 ]·moI-I·K- I 

34KOLIUDO 

34KOLlUD02 

47KUR 

Heat Capacity 298 K, Cp =213.0 J·mol- I. K- I 

Temperature range 16 to IS3 CC, mean Cp , four temperatures. 
l\lolecular Weight 120.1938 
Wiswesser Line Notation 1 Y 1 &R 
Ev~uation D 

C9H12 (Jiq) 
Isopropylbenzene; Cumene 
Heat Capacity 299.8 K. 

Temperature range 300 to 366 K. 
Molecular Weight 120.1938 
Wiswesser Line Notation 1 Y 1 &R 
E\aiualiull B 

S2SCHISAG 

C9H12 (liq) 73KISISU 
Isopropylbenzene; Cumene 
Heat Capacity 298.15 K, Cp =215.40J·mol- I.K- I 

Temperature range 14 to 314 K. Glass, 14 to 126 K. 
Entropy 298.1S K, S=277.S7 J·mol-I·K- I 

Phase Changes 
C/liq 177.13 K, 

Molecular Weight 120.1938 
Wiswesser Line Notation 1 Y1&R 
Evaluation A 

C9H12 (liq) 
Isopropylbenzene; Cumene 
Heat Capacity 29S.96 K, 

Temperature range 296 to 413 K. 
given as 1.784 kI/kg· K 

Molecular Weight 120.1938 
Wiswesser Line Notation lYl&R 
Evaluation B 

C9H12 (liq) 
n-Propylbenzene 
Hp~t [\lP~l'ity 295 K, 

One temperature. 
Molecular Weight 120.1938 
Wiswesser Line Notation 3R 
Evaluation C 

C9H12 Oiq) 
n· Propy Ibenzene 

Heat Capacity 298.15 K, 
Temperature range 10 to 370 K. 

Entropy 298.1S K, 
Phase Changes 
c,IIIliq 171.67 K. 

c,I/liq 173.60 K, 

Metastable crystals. 
Molecular.Weight 120.1938 
Wiswesser Line Notation 3R 
Evaluation A 

C9H 120 (Jiq) 
3-Phenylpropano! 
Heat Capacity 

One temperature. 

298.1S K, 

Molecular Weight 136.1932 
Wiswesser Line Notation Q3R 
Evaluation B 

LlH=7326 J ·mo!-l 
LlS=41.36 J·mol- I. K- I 

79AND/GF 

Cp =214.4 J.mol- I. K- I 

Unsmoothed experimental datu! 

48TS 

65MES/TO 

S=287.78 J ·mol- I. K- I 

LlH=8498 J ·mol- I 

LlS=49.S0 J·mol- I. K- I 

LlH=9268 J·mo!-I 
~S=5'L~9 I.mol- I . K- I 

7SNICIWA 

C9H120(Iiq) 88BAGIGl 

2,3.6-Trimethylphenol 
Heat Capacity 298.15 K. C p =224.7 J·mol- I

. K- I 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 136.1932 

Wiswesser Line Notation QR B 1 C I F 1 
Evaluation B 
Name shown in 88BAGIGUR as 2,5,6-trimethylphenol 
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C9H 120 2 Oiq) 88BAG/GUR 
Trimethylhydroquinone 
Heat Capacity 313.65 K, Cp =217.6J.mol- t .K- t 

Temperature range 270 to 340 K. Un smoothed experimental datum. 
Molecular Weight 152.1926 
Wiswesser Line Notation QR B 1 Cl DQ El 
Evaluation B 

C9H120 (c) 91KHOlISK 
2,4,6-Trimethylphenol; Mesitol 
Heat Capacity 298.15 K, Cp =213.12 J·mol- I. K- t 

Temperature range 90 to 320 K. Cp (c)=-460.08(Tll00)-2 
+ 1250.90(T/l00)-t-1258.35+682.09(T/lOO)-138.79(TIl00)2 
+ 11.79(T/I00)3 J/mol·K. 

Entropy 298.15 K, 5=215.13 J·mol-t·K- t 

Molecular Weight 136.1932 
Wiswesser Line Notation QR BID 1 Fl 
EVilluilliulI B 

2.N,N-Trimethylaniline 
Heat Capacity 370 K, C p =280 J'mol- t. K- 1 

Mean value 21 to 184°C. 
Molecular Weight 135.2084 
Wiswesser Line Notation INI&R BI 
Evaluation D 

02LOU 

C9H13N (liq) 75NICIWAD 
3-Phenylpropylamine 
Heat Capacity 298.15 K, Cp =265.59 J·mol- I. K- I 

One temperature. 
Molecular Weight 135.2084 
Wiswesser Line Notation Z3R 
Evaluation B 

C9H13N03 (c) 89KHOlISK 
2-Methyl-3-hydroxy-4-methoxymethyl-5-hydroxylmethylpyridine 
Heat Capacity 298.15 K, Cp =231.20 J·mol- I. K- I 

One temperature. 
Entropy 298.15 K, 5=277.60J·mol- I·K- 1 

Molecular Weight 183.2066 
Wiswesser Line Notation T6NJ Bl CQ DI0l ElQ 
Evaluation B 

C9Hl~BrN (c) 
3-Phenylpropylammonium bromide 
Phase Changes 
L:,IIIA;,II 337 K, 

c,II/d 402 K, 

Moleculal- Weight 216. 120J 

Wiswesser Line Notation Z3R &EH 
Evaluation A 

C9HI~CIN (c) 
3-Phenylpropylammonium chloride 
Phase Changes 
c.III/c.I1 343 K. 

c.IUc.I 368 K, 

Molecular Weight 171.6693 
Wiswesser Line Notation Z3R &GH 
Evaluation A 

89VANIWHI 

:)'If=10BOOJ·mol- 1 

.:l5=3.63 I·mol- I. K- I 

!1H= 110 I·mol- I 

.l5=O.03 I·mol- I. K- I 

89VANIWHI 

.lH =6220 J. mol-I 

.l5=2.18 I·mol- I. K- I 

.lH =4240 J. mol-I 

.lS= 1.39 J ·mol- I. K- I 

84BAGIBAE 
2,5,6-Trimethyl-2-cyclohexen-l-one 
Heat Capacity 298.15 K, Cp =258.1 J·mol-I·K- 1 

Temperature range 273 to 343 K. C p(liq) = 1.03481 +0.003008T kJI 
kg·K (273 to 343 K). 

Molecular Weight 138.2090 
Wiswesser Line Notation L6 BU CVTJ Bl El Fl 
Evaluation B 

C9H 140 (liq) 88BAG/GUR 
2,5,6-Trimethyl-2-cyclohexen-l-one 
Heat Capacity 298.15 K, Cp =258.4 J·mol- I. K- t 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 138.2090 
Wiswesser Line Notation L6 BU CVTJ Bl El Fl 
Evaluation B 

C9H140 (c) 
Bicyclo[3.3.1]nonan-9-one 
Hcat Capacity 

91WHIIPER 

Temperature range 34 to 305 K. Unsmoothed experimental data given. 
Transition at 300.5 makes the C p value at 298.15 anomalous. 

Phase Changes 
300.5 K, 

Molecular Weight 138.2090 
Wiswesser Line Notation T66 A AVTJ 
Evaluation A 

Carbisopropoxy methyl methacrylate 
Phase Changes 

aH= 14110 J.mol- t 

115=46.99 I·mol- I . K- I 

85KARlABD2 

c/liq 276.5 K, I1H=19867 J·mol- I 

Molecular Weight 186.2072 
Wiswesser Line Notation lYI&OVI0VY1&Ul 
Evaluation A 

79FUC 
Triacetin; Glyceryl triacetate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 218.2060 

Wiswesser Line Notation IVOYlOVl&10VI 
Evaluation B 

C9H I40 6 Oiq) 83RAB/KHL 
Triacetin; GlyceryJ triacetate 
Heat Capacity 300 K, 

Temperature range 9 to J20 K. 

Entropy 300 K, 
Phase Changes 
c/liq 275.25 K, 

Molecular Weight 218.2060 

5=458.3 J·mol- I • K- I 

I1H=25800 J·mol- I 

115=93.8 J·mol- I . K- I 

Wiswesser Line Notation IVOYlOVl&IOVI 
Evaluation A 

Data also given for vitreous and supercooled liquid states from 10 to 
260 K. T(glass) = 198 K. 
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86NILIWAD 
Triacetin; Glyceryl triacetate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 218.2060 
Wiswesser Line Notation 1 VOYlOV1&10Vl 
Evaluation A 

C9H 14S (c) 
Thiaadamamane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 154.2696 
Wiswesser Line Notation 
Evaluation B 

61LACIGOO 

C\lH1sN30 (c) 89KHO/ISK 
2-Methy 1-3-amino-4-methoxymethyl-5-arninomethy Ipyridine 
Heat Capacity 298.15 K, Cp =307.lOJ.mol- I ·K-1 

One temperature. 
Entropy 298.15 K, 5=370.25 ]·mol- I • K- 1 

Molecular Weight 181.2370 
Wiswesser Line Notation T6NJ Bl CZ DI01 EIZ 
Evaluation B 

C9H16 (Iiq) 
cis-Bicyc!0[6.1.0]nonane 
Heat Capacity 315 K, 

One temperature. 
Molecular Weight 124.2254 
Wiswesser Line Notation L38TJ -C 
Evaluation B 

C9H 16 (liq) 
Hexahydroindan 
Heat Capacity 311 K, 

Temperatures 100, 200, 300 oF. 
Molecular Weight 124.2254 
Wiswesser Line Notation L56TJ 
Evaluation C 

C9H 16 (Jiq) 
Hexahydroindan 
Heat Capacity 313 K, 

Temperature range 313 to 423 K. 
Molecular Weight 124.2254 
Wiswesser Line Notation L56TJ 
Ev~uation C 

C9H 16 (liql 
els-Hexahydroindan 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K. 
Phase Changes 
cJIIIe.II 182.28 K. 

dIle.I 184.9 K. 

cJ/liq 236.48 K, 

Molecular Weight 124.2254 
Wiswesser Line Notation L56TJ -C 
Evaluation A 

70CHNMCC 

62GOLIBEL 

63GUD/CAM 

72FIN/MCC 

6.H=8262.6 J·mol- 1 

~5==45.33 J·mol- I. K- 1 

~H=395.0 J·mol- I 

J.S=2.14 J·mol- 1
• K- 1 

~H= \397.0 J ·mo\-I 
.cl5==5.91 J·mol- I. K- I 

C9H16 (liq) 
trans-Hexahydroindan 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 213.86 K, 

Molecular Weight 124.2254 
Wiswesser Line Notation L56TJ -T 
Evaluation A 

C9H16 (liq) 
Ally lcyC!ohexane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 124.2254 
Wiswesser Line Notation L6TJ A2Ul 
Evaluation B 

C9H 160 2 (Jiq) 
Ethyl cyclohexanecarboxylate 
Heat Capacity 298.15 K. 

One temperature. 

Molecular Weight 156.2242 
Wiswesser Line Notation L6TJ AV02 
Evaluation B 

C9H 160 4 (c) 
Azelaic acid 
Phase Changes 

C/liq 380.0 K. 

Molecular Weight 188.2230 
Wiswesser Line Notation QV7VQ 
Evaluation B 

72FINIMO 

Cp =209.70 J.mol- I. K- 1 

5=258.86 J·mol- I. K- 1 

6.H= 10905.2 J·mol- 1 

6.5=50.99 J ·mol- I. K- 1 

79FUCIPEi 

79FU( 

74CINIBE: 

6.H=32677 J·mol- 1 

6.5=85.98 J·mol- I. K- I 

(C9II17N302· IIDr)n (c) 91RO 

Poly-L-Iysine hydrobromide· alanine copolymer 
Heat Cap~city 30b K, Cp =297.5 J·mol- I. K- I 

Temperature range 220 to 390 K. 
Molecular Weight 280.1641 
Wiswesser Line Notation I*VY 4Z &EH &MVYM* & 1/ -L 
Evaluation B 

93ROLIWU]\. 

Poly-L-lysine hydrobromide· alanine copolymer 
Heat Capacity 300 K. Cp =297.5J.mo]-J·K- 1 

TClllPCU:1LUlC laugc 220 LV 390 K. 

Molecular Weight 280.1641 
Wiswesser Line Notation I*VY4Z &EH &MVYM*&l/-L 
Evaluation B 

C9H17N30~ (e) 
Tri-L-alanine 
Heat Capacity 

75DAUIDE 

Temperature range 1 to 300 K. Cp data given graphically only. 
Entropy 273 K, 5=356.1 J·mol-I·K- J 

Molecular Weight 231.2510 
Wiswesser Line Notation ZYl&VMYl&VMYl&VQ 
Evaluation B 
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C9H170 2TI (c) 
Thallium nonanoate 
Phase Changes 
c,IV IC,m 300 K, 

C,IIIIc,II 315 K, 

c,II/c,I 330 K, 

liqlliq 490 K, 

Mesophase-isotropic. 
c,I/liq 410 K, 

Solid-mesophase. 
Molecular Weight 361.6021 
Wiswesser Line Notation OV8 .TL 
Evaluation B 

76MEIISEY 

~H=1674J·mol-1 
AS~5.44 J·mol- I . K- I 

~H=2636 J'mol- I 

~S=8.37 J·mol-I·K- I 

~H=7531 J·mol- I 

~S=22.2 J·mol- I. K- I 

~H=2552 J·mol- I 

~S=5.02 J ·mol- I. K- I 

~H=5021 J·mol- I 

~S=12.1 J·mol-I·K- I 

Mesophase-lsotr0PlC llqUld transtion, 490.0 K, D.H =2/60 J/mol, 

~S=5.65 J/mol· K. 

C9H170 2Tl (c) 
Thallium nonanoate 
Heat Capacity 310 K, 

Temperature range 310 to 485 K. 
Phase Changes 
c,V/c,IV 259.3 K, 

c,IV/c,m 299.8 K, 

c,IIIIc,II 315.7 K, 

c,II/c,I 332.2 K, 

c,I/liq 410.9 K, 

Solid-mesophase. 
Molecular Weight 361.6021 
Wiswesser Line Notation OV8 .TL 
Evaluation A 

C9H18 (liq) 
I-Nonene 
Heat Capacity 298.15 K, 

Temperature range 10 to 330 K. 

Entropy 298.15 K, 
Phase Changes 
c,lI/liq 191.604 K, 

c,I11iq 191.912 K, 

Molecular Weight 126.2412 
,\Viswesser Line Notation 8U 1 

Evaluation A 

C9H18 (liq) 
n-ButyJcyclopentane 
Heat Capacity 298.15 K, 

Temperature range 12 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 165.18 K, 

Molecular Weight 126.2412 
Wiswesser Line Notation L5TJ A4 
Evaluation A 

89ROUrruR 

~H=1039 J·mol- I 

~S=3.99 J·mol- I. K- I 

~H= 1563 J·mol- I 

~S=5.24 J·mol- I. K- I 

~H=2860 J·mol- I 

~S=9.06 J·mol- I. K- I 

~H=6934 J·mol- I 

~S=20.87 J·mol- I. K- I 

~H=6053 J·mol- I 

~S= 14.72 J·mol- I. K- I 

90MES/TOD 

5=392.54 J·mol- I . K- I 

t::.H= 19969.79 J·mol- I 

D.S= 104.22 J ·mol- I
. K- ' 

t::.H= 19358.67 J'mol- I 

~S= 100.87 J·mol- I . K- I 

65MES/TOD2 

5=343.84 ]·mol- I . K- I 

t::.H= 11314 ]·mol- I 

/::.5=68.49 ]·mol- I . K- I 

C9H1S (liq) 
n-Propylcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 10 to 380 K. 

65FIN/MES 

Entropy 298.15 K, S=311.88 J·mol- I
. K- I 

Phase Changes 
clliq 178.25 K, 

Molecular Weight 126.2412 
Wiswesser Line Notation L6TJ A3 
Evaluation A 

~H= l3072 J'mol- I 

~S=58.19 J·mol- I . K- I 

C9HlSN202 (c) 91ABAIDEL 
N-Acetylleucine-N' -methylamide(DL); 2-(Acety lamino )-N,4-
dimethylpentanamide(DL) 
Heat Capacity 298 K, Cp =274.38 J·mol- I. K- I 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 186.2534 
Wiswesser Line Notation IVMYIY1&I&VMI -DL 
Evaluation C 

C9HlSNzOz (c) 91ABAIDEL 
N-Acetylleucine-N' -methylamideCL): 2-CAcetylamino)-NA
dimethylpentanamide(L) 
Heat Capacity 298 K, Cp =281.49 J ·mol- I . K- I 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 186.2534 
Wiswesser Line Notation IVMYIY1&I&VMI -L 
Evaluation C 

C9HlSNz02 (c) 91ABAIDEL 
N-Acetylisoleucine-N'-methylamide(DL); 2-(Acetylamino)-N,3-
dimethylpentanamide(DL) 
Heat Capacity 298 K, Cp =269.32J.mol- I .K- 1 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 186.2534 
Wiswesser Line Notation IVMY2&I&VMl -DL 
Evaluation C 

C9HlSN202 (c) 91ABAIDEL 
N-Acetylisoleucine-N'-methylamide(L); 2-(Acetylamino)-N,3-
dimethylpentanamide(L) 
Heat Capacity 298 K. r p = 272 27 J. mnl- 1 • K-I 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 186.2534 
Wiswesser Line Notation IVMY2&I&VMl -L 
Evaluation C 

C9H18Nz02 (c) 91ABAIDEL 
N-Acetylnorleucine-N'-methylamide(DL); 2-(Acetylamino)-N-
methy Ihexanamide(DL) 
Heat Capacity 298 K, Cp =287.74 J·mol- I . K- I 

Data extrapolation to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 186.2534 
Wiswesser Line Notation IVMY4&VMI -DL 
Evaluation C 
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C9HtsN203 (c) 89KULIKOZ 
a-Alanylnorleucine(DL) 
Heat Capacity 298 K, 

Temperature range 298 to 348 K. 
Molecular Weight 202.2528 
Wiswesser Line Notation ZY1&VMY4&VQ 
Evaluation C 

C9Hu/N203 (c) QORAnIKTTT. 

Alanylnorleucine(DL) 
Heat Capacity 298 K, Cp =276 J·mol- I . K- I 

Temperature range 298, 313, 333, 348 K. 
Molecular Weight 202.1738 
Wiswesser Line Notation ZYl&VMY4&VQ -DL 
Evaluation D 

C9H1SO (liq) 89VESIBAR 
2,6-Dimethy 1-4-heptanone; Diisobuty lketone 
Heat Capacity 298.15 K, Cp =297.3 J·mol- I . K- I 

Temperature range 298.15 to 318.15 K. 
Molecular Weight 142.2406 
Wiswesser Line Notation lYl&IVIY1&1 
Evaluation A 

C9H1SO (liq) 92SVOIKUB 
2,6-Dimethyl-4-heptanone; Diisobutylketone 
Phase Changes 
liq/g 379.3 K, AH=38600J'mol- 1 

Value corrected to 298.15 K, obtained by extrapolation. 
Molecular Weight 142.2406 
Wiswesser Line Notation 1 Y 1 & 1 VI Y 1 & 1 
Evaluation A 

C9H1SO (Jiq) 
5-Nonanone; Di-n-butyl ketone 
Heat Capacity 298.15 K, 

Temperature range 10 to 320 K. 
Entropy 2QR l'i K, 

Phase Changes 
c,II/c,I 110 K, 

c,I/liq 269.31 K, 

Molecular Weight 142.2406 
Wiswesser Line Notation 4 V 4 
Evaluation A 

C9H1SO (liq) 
S-N()n:monp; Di-n-butyl ketone 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 142.2406 
Wiswesser Line Notation 4V4 
Evaluation B 

C'lHl~O Oiq\ 
5-Nonanone; Di-n-butyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
l\lolecular Weight 142.2406 
Wiswesser Line Notation 4 V 4 
Evaluation B 

70AND/COU 

S=40L4 j.mol- I . K-I 

AH=373 J·mol- I 

AS=3.39 J ·mol- I. K- I 

AH=24930 J·mol- I 

AS=92.56 J ·mol- I. K- I 

70HARIHEA 

79SALIPEA 

.1 Ph".:: ~ht>m R",f f)::!t::! Vnl. 25 No.1. 1996 

C9H1SO Oiq) 
Nonanal; Pelargonaldehyde 
Entropy 298.15 K, 
Phase Changes 
clliq 
Molecular Weight 142.2406 
Wiswesser Line Notation VH8 
Evaluation B 

C9H1SO (liq) 
Nonanal; Pel argon aldehyde 
Heat Capacity 298.15 K, 

Temperature range 10 to 340 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 253.83 K 
Molecular Wei2ht 142.2406 
Wiswesser Line Notation VH8 
Evaluation A 

82DYAIVA 

S=397.0 J·mol- I . K- I 

AH=30510 J·mol- I 

84VASIPf 

C9H1S0 2 (liq) 84VASIPI 
Butyl pentanoate; Butyl ester of pentanoic acid 
Heat Capacity 300 K, Cp =311.0J.mol- I .K-1 

Temperature rani!e 190 to 370 K. 
Phase Changes 
clliq 189.37 K, 

Molecular Weight 158.2400 
Wiswesser Line Notation 40V 4 
Evaluation A 

C9H IS0 2 (liq) 
Amyl butanoate; Pentyl butanoate 
Heat Capacity 300 K, 

'Temperature range 200 to 370 K. 
Phase Changes 
c/liq 200.48 K, 

Molecular Weight 158.2400 
Wiswesser Line Notation 50V3 
Evaluation A 

C9H 1S0 2 (liq) 
Methyl octanoate 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 158.2400 
Wiswesser Line Notation 7VO I 
Evaluation B 

Nonanoic acid; Pelargonic acid 

AH= 17600 J·mol- l 

AS=92.94 J ·mol- I. K- 1 

84VASIPI 

AH=20010 J·mol- I 

AS=99.81 J·mol-I·K- 1 

88PIN/Bf 

Cp =314.23 J·mol- I. K- I 

24GARlRl" 

Heat Capacity 304 K, Cp =333.9 J·mol- I. K- I 

Temperature range -9 to 44°C. Mean value 18 to 44 dc. 
Phase Changes 
c,IVc,I 

c,I/liq 

268 K. 

285.5 K, 

Molecular Weight 158.2400 
Wiswesser Line Notation QV8 
Evaluation B 

AH=5560 J·mol- I 

AS=20.7 J·mol- I. K- I 

AH=20290 J·mol- I 

AS=71.1 j·mo!-I·K- I 
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C9H 1S0 2 (Jiq) 
Nonanoic acid; Pelargonic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 310 K. 
Phase Changes 
c,lI/e,! 263.0 K, 

c,IIliq 285.53 K, 

Molecular Weight 158.2400 
Wiswesser Line Notation QV8 
Evaluation B 

82SCHIMIL 

11H=8150 J·mol- I 

115=28.07 J·mol- I. K- I 

11H= 19823 J 'mol- I 

115=69.42 J·mol- I. K- I 

C9H1S0 4 (Jiq) 82BIRISIK 
2-(2' -Hydroxyethoxy)ethyl pivalate 
Heat Capacity 298.15 K, Cp =311.6 J·mol- I. K- I 

Temperature range 270 to 370 K. Equation only. CI'=63.l8+0.2288 
T+0.002671 T2 J ·mol- I . K- I , (adjusted). 

Molecular Weight 190.2388 
Wiswesser Line Notation Q2020VXl&I&1 
Evaluation C 

C9H2o (Jiq) 
2,2,4,4-Tetramethylpentane 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase ChaDlzes 
clliq 206.61 K, 

Molecular Weight 128.2570 

76FIN/MES 

5=331.8 J·mol- I . K- I 

AH=9744.1 J'mol- I 

A5=47.16 J·mol- I. K- I 

Wiswesser Line Notation lXl&l&lXl&l&1 
Evaluation A 

C9H2o (Jiq) 
2,2,3,3-Tetramethylpentane 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropv 298.15 K. 
Phase Changes 
c,II1e,I 174.45 K, 

c,IIliq 263.40 K, 

Molecular Weight 128.2570 

76FIN/MES 

5=334.8 J.mol- I . K- I 

AH=7325.45 J·mol- I 

A5=41.99 J·mol- I . K- I 

AH=2332.6 J·mo!-l 
A5=8.86 J ·mol- I • K- 1 

Wiswesser Line Notation 2Xl&I&Xl&I&1 
Evaluation A 

C9Hzo (Jiq) 54STAIWAR 
3.3-Diethylpentane: Tetraethylmethane 
Heat Capacity 260 K, Cp =260.9J.mol- J ·K- I 

Temperature range 90 to 260 K. 
Phase Changes 
c.II1c.I 210. J K, AH= 1272 J·mol- J 

Combined heats of transition for mUltiple phases. 
c.I/liq 240.13 K. J..H= 10033 J·mol- J 

~5=47.82 J·mol- I . K- I 

Combined entropies of fusion and transition. 
Molecular Weight 128.2570 
Wiswesser Line Notation 2X2&2&2 
Evaluation B 

C9H20 (liq) 
3,3-Diethy lpentane; Tetraethylmethane 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 208.25 K, 

c,II1c,I 210.4 K, 

c,IIliq 240.10 K, 

Molecular Weight 128.2570 
Wiswesser Line Notation 2X2&2&2 
Evaluation A 

76FIN/MES 

C p =278.8 J ·mol- I . K- I 

AH=483.7 J·mol- I 

A5=2.32 J·mol- I . K- I 

AH=81O.4 J·mol- I 

A5=3.85 J·mol- I . K- 1 

AH=10089.7 J·mol- I 

A5 =42.02 J ·mol- I • K- I 

CIIHlo Oiq) 79FUCIPEA 
3,3-Diethylpentane; Tetraethylmethane 
Heat Capacity 298.15 K, C p ::::278.2 J . mol- I. K- 1 

One temperature. 
Molecular Weight 128.2570 
Wiswesser Line Notation 2X2&2&2 
Evaluation B 

n-Nonane 
30PARIHUF 

Heat Capacity 299.1 K, Cp =281.2J.mol- I.K- 1 

Temperature range 224 to 299 K. Value i~ unsmoothed experimentl'lJ 
datum. 

Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation B 

n-Nonane 
31HUFIPAR 

Heat Capacity 297.9 K, Cp=280.7 J·mol-I·K- 1 

Temperature range 93 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K. S=1Q? Q T.mnJ-l. T{-I 
Extrapolation below 90 K, 83.09 J. mol- I. K- I . 

Phase Changes 
c,I1liq 219.2 K, AH==22121 J·mol- 1 

Included heat effect due to transition just below melting point. 
Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation B(Cp),C(S) 

C9H20 (Jiq) 
n-Nonane 
Heat Capacity 298.15 K, 

Temperature range 278 to 318 K. 
Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation A 

470SB/GIN 
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C9H2o (liq) 
n-Nonane 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c,IUc,l 217.2 K, 

c,I/liq 219.66 K, 

Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation A 

n-Nonane 

54FIN/GR02 

~H==6280 J·mol- J 

~S==28.91 J·mol-J·K- J 

~H== 15468 J·mol- l 

~S==70.42 J ·mol- l . K- J 

58SWI/ZIE 

Heat Capacity 350 K, C p = 322.2 J . mol- J . K - J 
Mean value over the temperature range 22 to 129°C. 

Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation C 

n-Nonane 
Heat Capacity 

77MT)S 

Data in document deposited at VINITI, No. 880-77, March 10, 1977. 
Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation B (for deposited data) 

C9H 2o (liq) 
n-Nonane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation B 

C9H2o (liq) 
n-Nonane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation A 

C9H20 (liq) 
n-Nonane 

Heat Capacity 323 K, 

Temperature range 298, 323, 363 K. 
Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation B 

C 9Hzo (liq) 

n-Nonane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation B 

.1 Ph"Cl r.h~m R!'1f n~t~ Vol ?~ No.1. 1996 

79GROIHAM 

82WILIING 

82ZAR 

88AND/PAT 

91BAN/GA 
n-Nonane 
Heat Capacity 318.15 K, Cp =292.18J.mol- J.K- J 

Temperature range 318 to 373 K. p=O.1 MPa. 
Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation B 

C9Hzo (Iiq) 
n-Nonane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 128.2570 
Wiswesser Line Notation 9H 
Evaluation B 

91TREICC 

C p =284.34 J ·mol- J· K- I 

C9H20NzO Oiq) 90KOZ/SI 
Tetraethylurea; Tetraethy1carbamide 
Heat Capacity 298.15 K, Cp =355.6J.mol- J .K- J 

Temperature range 160 to 370 K. Cp(c)=77.10+0.7804 T (160 to 2 
K); Cp (iiq)=235.75+0.4019 T (290 to 370 K) J·mol- I. K- I. 

Phase Changes 
elliq 7"~ K. AH=)()'i'i() T.mo1- 1 

Molecular Weight 172.2698 
Wiswesser Line Notation 2N2&VN2&2 
Evaluation B 

C9H 2oN20 (c) 
1,3-Dibutylurea 
Heat Capacity 

Temperature range 298, 323, 363 K. 
Phase Changes 
c,II1c,I 311.5 K, 

c/liq 346.9 K, 

Molecular Weight 172.2698 
Wiswesser Line Notation 4MVM4 
Evaluation A 

C9H2oO (c) 
2,2,4,4-Tetramethylpentan-3-01 
Phase Changes 
c,lIlc,l 263 K, 

c,I1liq 322 K, 

Molecular Weight 144.2564 

87DELIFI 

~H= 1 1100 J ·mol- 1 

LlS=35.6 j·mor- I . K' I 

!::'H= 14870 J ·mol- I 

~S=42_8 J ·mol- I . K- I 

90BATJJt' 

~H= 1900 J·mor- I 

1::.5=7.03 J ·mol- I . K- I 

~H=7300 J ·mol- I 

LiS =22.8 J ·mol- I. K- I 

Wiswesser Line Notation I X 1 & I & YQX I & I & I 
Evaluation B 

C9H 200 (liq) 79GRIIY. 
1-Nonanol; n-Nony1 alcohol 
Heat Capacity 304.17 K. Cp =342.9J.mo\-I.K- 1 

Temperature range 304 to 464 K. p=0.98 bar. 
l\lolecular Weight 144.2564 
Wiswesser Line Notation Q9 
Evaluation B 
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C9HZOO (liq) 86NAZlBAS2 
I-Nonanol; n-Nonyl alcohol 
Heat Capacity 303.1 K, Cp =356.3J·mol- I .K-1 

Temperature range 303 to 474 K. p=O.l MPa. Unsmoothed 
experimental datum given as 2.470 kJ/kg· K. 

Molecular Weight 144.2564 
Wiswesser Line Notation Q9 
Evaluation B 

C9H200 4 (liq) 82ZAR 
Tripropylene glycol 
Heat Capacity 298 K, C p =440.6 J. mol-I. K- I 

Temperature range 298, 323, 363 K. 
Molecular Weight 192.2546 
Wiswesser Line Notation QYOYOYQ 
Evaluation B 

C9H21AI Oiq) 
Tripropylaluminum 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Molecular Weight 156.2464 
Wiswesser Line Notation 3-AL-3&3 
Evaluation A 

T(glass)= 149.0 K. 

C9HzIAI (Iiq) 
Tripropylaluminum 
Heat Capacity 298.15 K, 

Temperature range 14 to 327 K. 
Entropy 298.15 K, 
Molecular Weight 156.2464 
Wiswesser Line Notation 3-AL-3&3 
Evaluation A 

T(glass)= 149 K. 

C9H21CaC12N306 (c,1) 
Tris(sarcosine) calcium chloride 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
cJI/cJ 130.8 K, 

84SHE/NIS 

91SHEIRAB 

79MAT/MAN 

5=534.2 J·mol- I. K- I 

LlH=446J'mo\-1 
~5=4.3 J·mol- I. K- I 

Second order ferroelectric transition. Ll5 is not equal to the isothermal 
.1Hrr. 

l\lolecular Weight 378.2674 
Wiswesser Line Notation OVIMI 3 &.CA.G2 
Evaluation A 

C9H21CaCl2N306 (c) 80LOPITEL 
Tris(sarcosine) calcium chloride 
Heat Capacity 300 K. Cp =424 J·mol- I. K- I 

Temperature range 50 to 330 K. Data given graphically. Value is an 
estimate from graph. 

Phase Changes 
dI/d 130.27 K 
Molecular \-Veight 378.2674 
Wiswesser Line Notation OV I M I 3 &.CA.G2 
Evaluation C 

C9H2ICaCl2N306 (c,I) 81LOPITEL 
Tris(sarcosine) calcium chloride 
Heat Capacity 

Temperature range 50 to 330 K. Data given graphically. 
Phase Changes 
c,II/c,I 130.27 K, LlH=165.3 J·mol- I 

Ll5= 1.34 J·mol- I. K- I 

Second order ferroelectric transition. 
Molecular Weight 378.2674 
Wiswesser Line Notation OV1M1 3 &.CA.G2 
Evaluation A 

2COP/GAN 
Thiourea-cyclohexane adduct; Cyclohexane-thiourea 
adduct 
Heat Capacity 298.15 K, Cp =139.1 J·mol-I·K- I 

Temperature range 14 to 297 K. Values for one mole of thiourea. 
Entropy 298.15 K, 5= 173.0 J·mol- ' · K- I 

Does not include possible zero-point entropy. 
Phase Changes 
c,VI/c,V 128.8 K, £\H=3540 J·mol- I 

1l5=27.50 J·mol- I
. K- I 

c,V/c,IV 130-150 K, £\H= 1026 J·mol- I 

£\5=7.25 J·mol- I. K- 1• 

c,IV/c,llI 153-161 K, LlH= 112 J·mol- l 

~S=O.78J.moll'K I. 

c,IWc,II 170.8 K, LlH=440 J·mol- 1 

Ll5=2.60 J·mol- I. K- I 

c,Wc,! 210-240 K, LlH=260 J·mol- l 

Molecular Weight 312.5088 
Wiswesser Line Notation ZYZUS 3 &L6TJ 
Evaluation A 

C9H24Si2 (c) 75GUSIKAR 
1,3-Bis(trimethylsilyl)propane 
Heat Capacity 298.15 K, Cp =394.34J.mol- I .K-1 

Temperature range 10 to 300 K. Data given graphically. 
Entropy 298.15 K, 5=517.14J·mol- I·K- I 

Phase Changes 
clliq 223.73 K, LlH= 16058 J·mol- I 

Ll5=71.76 J·mol- I. K- I 

liq/g ·'444.52 K, 

Moleculal" Weight 188.4596 

LlH=43095 J·mol- 1 

Ll5=96.99 J·mol- I. K- I 

Wiswesser Line Notation 1-SI-I&I&3-SI-I&I&1 
Evaluation B 

C9H24Si3 (c) 75GUS/KAR 
I, I ,3,3,S,5-Hexamethyl-l ,3,5-trisilacyclohexane 
Heat Capacity 298.15 K, Cp =400.95 J ·mol- I. K- I 

Temperature range 10 to 300 K. Data gIven graphIcally. 
Entropy 298.15 K, 5=477.39J·mol- I·K- I 

Phase Changes 
clliq 269.28 K, LlH = 16498 J. mol- I 

Ll5=61.42 J·mol- I. K- I 

liq/g 476.55 K, 

Molecular Weight 216.5451 

LlH=45522 J'mol- I 

D.5=95.52 J·mol- I. K- I 

Wiswesser Line Notation T6-SI- C-SI- E-SI-TJ Al Al CI Cl El El 
Evaluation B 
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Ferrocene-d 10 

Heat Capacity 

83SHIISOR 

Temperature range 13 to 300 K. Data graphically only. 
Phase Changes 
c,lII1c,1I 164.1 K, ilH=878J·mol- 1 

il5=5.27 J·mol- I . K- 1 

Lambda type transition in the metastable state. 
c,II1c,I 251 K, ilH=4230 J ·mol- I 

il5= 16.83 J·mol- I. K- I 

Phase transition between stable LT and stable HT phases. 
Molecular Weight 196.1150 

Wiswesser Line Notation L5cfJJ &IA-EIH-2 5cfJ-FE- cfJL5¢J &IA-EI 
H-25 
Evaluation A 

ClODIOFe (c) 
FCIToccnc-d 10 

Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 

84S0RlSHI 

5=233.18 J·mol- I . K- I 

Phase Changes 

c,lII1c,II ilH=878 J·mol- I 

il5=5.27 J·mol- I. K- I 

Lambda transition. Secondary C p maximum at 172 K. 

164.1 K, 

e,We,! 251 K AH=4230J.mo!-1 
6.5= 16.83 J ·mol- I. K- 1 

Molecular Weight 196.1150 

Wiswesser Line Notation L5cfJJ &IA-EIH-2 5cfJ-FE- cfJL5cPJ &IA-EI 
H-25 
Evaluation A 

Data also given for the metastable phases over temperature range 10 to 
250 K. 

C lOF 16 (liq) 81ZHO/KOS 
Perftuorobicyc1o[ 4.4.0]dec-1 ,6-diene 
Heat Capacity 298.15 K, Cp =428.4J.mol- I.K- 1 

Temperature range 6 to 300 K. 0.41 mole % impurity of sample 
Entropy 298.15 K, 5=491.2 J·mol- I. K-! 

Phase Changes 
c,lII/c,I1 

c,II/c,l 

c.IIliq 

200.0 K, 

233.4 K, 

264.09 K. 

Molecular Weight 424.0844 

ilH=794 J ·mol- I 

il5=3.77 J·mol-1·K-- 1 

ilH= 1113 J ·mol- I 

il5=4.77 J ·mol- I. K- I 

ilH=10473 J·mol- I 

6.5=39.66 J·mol- I . K- I 

Wiswesser Line Notation L66 AU FUTJ BF BF CF CF DF DF EF EF GF 
GF HF HF IF IF JF JF 
Ev~uation A 

C lOF I8 (liq) 

cis-Perfiuorodecalin 
Heat Capacity 298.15 K, 

Temperature range 6 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c.IlIcJ 232.5 K, 

c.l/liq 266.70 K, 

l\lolecular Weight 462.0812 

817HO/KOS2 

5=514.6 J·mol- I. K- I 

~H=4243 J·mol- I 

~5 = 18.24 J ·mol-!· K- 1 

')'H= 10305 J 'mol- 1 

.15=38.62 J·mor- I. K- I 

Wiswesser Line Notation L66TIJ AF BF BF CF CF DF DF EF EF FF 
GF GF HF HF IF IF JF JF -C 
Evaluation B 
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C lOF l8 (Jiq) 

trans-Perfluorodecalin 
Heat Capacity 298.15 K, 

Temperature range 6 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 294.61 K, 

Molecular Weight 462.0812 

81ZHO/KOS2 

~H= 17962 J·mol- I 

~S=61.09 J·mol- I. K- I 

Wiswesser Line Notation L66TIJ AF BF BF CF CF DF DF 
EF EF FF GF GF HF HF IF IF JF JF -T 

Evaluation B 

ClOH2N4 (c) 76CLAIWOF 
1,2,4,5-Tetracyanobenzene 
Heat Capacity 298.15 K, Cp =222.3J.mol- l • K- I 

Temperature range 5 to 300 K. 
EutrupJ 298.15 K, 5=252.7 j·mol-1·K- 1 

Molecular Weight 178.1526 

Wiswesser Line Notation NCR BCN DCN ECN 
Evaluation A 

ClOH 20 6 (c) 73KARIMOC 
Pyromellitic dianhydride 
Heat Capacity 3UU 1\.., 

Temperature range 20 to 300 K. 
Entropy 300 K, 5=236.5 J·mol- I. K- 1 

Molecular Weight 218.1222 
Wiswesser Line Notation T C565 DVOV JVOVJ 
Evaluation A 

C lOH 20 6 (c) 77KARlBA2 
Pyromellitic dianhydride 

Heat Capacity 300 K, 
Temperature range 60 to 400 K. 

Entropy 300 K, S =242.1 J. mol-I. K- I 

Molecular Weight 218.1222 
Wiswesser Line Notation T C565 DVOV JVOVJ 

Evaluation B 

C1oH20 6 (c) 78DUNIRAI-
Pyromellitic dianhydride 
Heat Capacity 298.15 K, Cp =215.7 J·mol- I. K- 1 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 5=237.1 J·mol-I·K-- I 

Molecular Weight 218.1222 
Wiswesser Line Notation T C565 DVOV JVOVJ 

Evaluation A 

ClOH 20 6 (c) 

Pyromellitic dian hydride 
Heat Capacity 298.15 K. 

Temperature range 298 to 580 K. 
Phase Changes 
c/liq 557.15 K, 

Molecular Weight 218.1222 

78MARICIO: 

ilH= 15828 J ·mol·
o

! 
~S=28.4 J·mol-

o

!. K- 1 

Wiswesser Line Notation T C565 DVOV JVOVJ 
Evaluation D 
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ClOHsCu (c) 82BYKlLEB 
Copper phenylethynylacetylenide 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 

Molecular Weight 188.6955 
Wiswesser Line Notation -CU-IUU2UUIR 
Evaluation A 

CIOH6N204 (c) 41SAT/SOG4 
1,5-Dinitronaphthalene 
Heat Capacity 323 K, Cp=259.4J.mol- I .K- 1 

Temperature range 0 to 100 cC. Mean value. 
Molecular Weight 218.1684 
Wiswesser Line Notation L66J BNW GNW 
Evaluation C 

Same data in 40SAT/SOG5. 

41SAT/SOG4 
1,8-Dinitronaphthalene 

Heat Capacity 323 K, Cp=254.4J.mol- I .K- 1 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 218.1684 
Wiswesser Line Notation L66J BNW JNW 
Evaluation C 

Same data in 40SAT/SOG5. 

C1oH60S2 (c) 
Naphthalene-l,8-disulfide-S-oxide 
Heat Capacity 298 K, 

Temperature range 298 to 473 K. 
Phase Changes 
c/liq 363 K, 

Molecular Weight 206.2768 

t:.H= 13390 J·mol- I 

t:.S=36.9 J·mol- I . K- I 

75CUC 

Wiswesser Line Notation T566 lA L CSSJ CO 
Evaluation B 

ClOH7Br (c) 
2-Bromonaphthalene 
Phase Changes 
c,III/cJ 119 K. 

c,Vliq 329 K, 

81CHAlHAG 

I'1H=~770 J .m()1- 1 

t:.S::::::.18.09 I·mol- I . K- J 

t:.H= 14400 J·mol- J 

t:.5=43.77 J·mol- I . K- J 

A second order transition occurs between crystalline phases c.I and c.Il 
over the temperature range 275 to 319 K. 

Molecular Weight 207.0693 
Wiswesser Line Notation L66J CE 
Evaluation A 

C1oH7CI (Iiq) 
I-Chloronaphthalene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 162.6183 
Wiswesser Line Notation L66J BG 
Evaluation B 

81GROllNG 

C1oH7CI (Jiq) 
l-Chloronaphthalene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 162.6183 
Wiswesser Line Notation L66J BG 
Evaluation B 

C1oH7Cl Oiq) 
I-Chi oro naphthalene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 162.6183 
Wiswesser Line Notation L66J BG 
Evaluation B 

86WILILAI 

88COSIHUU 

C1oH7CI (c) 78LOYIREY 
2-Chloronaphthalene 
Heat Capacity 250 K, Cp=150J·mol- I ·K- J 

Temperature range 4.2 to 300 K. Data given graphically and estimated 

from graph. Transition at 308 K makes heat capacity at 298 K 
anomalous. 

Phase Changes 
dIllc.II 12 K 

Anomalous transition. 
c,IlIc,I 308 K 

Anomalous transition. 
Molecular Weight 162.6183 
Wiswesser Line Notation L66J CG 
Evaluation D(Cp); C(Phase changes) 

91VANNER 
2-Chloronaphthalene 
Heat Capacity 298.15 K, Cp=235.64J.mol- 1.K- 1 

Temperature range 5 to 370 K. There is an extended solid-to-solid 
transition between 260 and 309 K, of two regions, between 260-290 
and 290-309 K. 

Entropy 
Phase Changes 
c,IlIc,I 
c,I/liq 

298.15 K, 

309 K 
331.17 K, 

Molecular Weight 162.6183 
Wiswesser Line Notation L66J CG 
Evaluation A 

5=202.13 J·mol- J
• K- 1 

t:.H= 14004 J·mol- 1 

t:.S=42.29 J·mol- I . K- J 

Cp(liq)= 100.208+0.37864(T/K) J·mol- I
. K- I (333 to 368 K). 

Cp (c)=58.978+0.463 I 2 (T/K) J ·mol- J
• K- I (315 to 325 K). 

78 LOYIREY 
2-Fluoronaphthalene 
Heat Capacity 250 K, Cp =190J.mol- I .K- J 

Temperature range 4.2 to 300 K. Data given graphically and estimated 
from graph. Transition at 277 K makes heat capacity at 298 K 
anomalous. 

Phase Changes 
dV/c.Il 161 K 

Anomalous transition: sharp peak. 
dIVc.II 240 K 

Anomalous transition. 
c.IVc.I 277 K 

Anomalous transition. 
d/liq 331 K 
Molecular \Veight 146.1637 
Wiswesser Line Notation L66J CF 
Evaluation D(Cp ): C(Phase changes) 
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CtoHs (c) 
Naphthalene 
Heat Capacity 298 K, 

Temperature range 283 to 343 K. 
Phase Changes 
c/liq 352.3 K 
Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation D 

CloHS (c) 
Naphthalene 
Heat Capacity 298 K, 

Temperature range 12 to 300°C. 
Phase Changes 
c/liq 353.1 K, 

Molecular Weight 128.1732 

Wiswesser Line Notation L66J 
Evaluation C 

04BOG 

26ANDILYN 

dH= 19000 J ·mol- I 

dS=53.8 J ·mol- I . K- I 

CtoHs (c) 30HUFIPAR 
Naphthalene 
Heat Capacity 295.1 K, Cp=163.6J·mol- I ·K- 1 

Temperature range Y 1 to 2Y5 K. 
Entropy 298.1 K, S= 166.9 J·mol- I . K- I 

Extrapolation below 90 K, 53.09 J·mol- I . K- I . 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation B(Cp)'C(S) 

CloHS (c) 
Naphthalene 
Heat Capacity 303 K, 

Temperature range 30 to 190°C. 
Phase Changes 

32SPAITHO 

c/liq 353.0 K, dH= 19200 J·mol- I 

dS=54.4 J·mol- I . K- I 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation B 

CtoHs (c) 33S0UIBRI 
Naphthalene 
Heat Capacity 294.68 K, Cp = 165.48 J·mol- I. K- I 

Temperature range 15 to 295 K. Value is un smoothed experimental 
datum. 

Entropy 298.15 K, S= 162.84 J ·mol- I. K- 1 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation A 

CIOHS (e) 34PEAlTAN 
Naphthalene 
Heat Capacity 297.6 K, Cp=168.07 J·mol-I·K- I 

T~mperature range 94 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=166.86J·mol- I·K- 1 

Extrapolation below 90 K, 58.32J·mol- I ·K- 1
• 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation B(Cp)'C(S) 
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CloHS (c) 38HIC 
Naphthalene 
Heat Capacity 301.58 K, Cp =168.11 J·mol-I·K- I 

Temperature range 58 to 304 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation A 

CtoHS (c) 
Naphthalene 

41SCH 

Heat Capacity 298.1 K, Cp=161.5J.mol- I.K- 1 

Temperature range 22 to 200°C, equations only, in t 0C. Cp(e) 
=0.2595+0.001672t cal·g-I·C- I (22 to 80°C); Cp(iiq)=0.3360 
+0.0008180t cal·g-I·C- I (80 to 200°C). 

Phase Changes . 
clliq 353.4 K, 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation C 

Naphthalene 

dH= 19040 J·mol- I 

dS=53.9 J·mol- I . K- I 

44EIB 

Heat Capacity 298.1 K, Cp = 195.8 J·mol- I. K- 1 

Temperature range 30 to 200 °C, equations only In t uc. 
Cp(c)=0.365 cal·g-I·C- I (30 to 80°C); Cp (iiq)=0.329+0.000824t 
cal· g-I. C- I (80 to 200°C). 

Phase Changes 
clliq 353.4 K, 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation C 

CtoHs (c) 
Naphthalene 

dH= 18790 J·mol- I 

dS=53.2 J ·mol- I . K- I 

50VEB/ORT 

Heat Capacity 298.15 K, Cp=156.1 J·mol-I·K- I 

Temperature range 293 to 368 K. Equation only. 
Phase Changes 
c/liq 353 K, 

Molecular Weight 128.17-32 
Wiswesser Line Notation L66J 
Evaluation C 

ClOHg (e) 
Naphthalene 
Phase Changes 

c/liq 353.44 K, 
Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evalmltion A 

CIOHS (c) 
Naphthalene 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 353.43 K. 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation A 

dH= 18785 J·mol- I 

dS=53.2 J·mol- I. K- I 

LlH= 18811 J·mol- I 

57MAS 

57MCCIFIT\ 

S= 167.40 J ·mol- I. K- 1 

dH= 18226 J·mol- l 

dS=51.57 J·mol-I·K- 1 
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CloHs (c) 64DAV 
Naphthalene 
Heat Capacity 330 K, Cp =213 J·mol- I . K- I 

Temperature range 298 to 353 K. Mean value. Temperature range 
uncertain. 

Phase Changes 
clliq 353 K, 

Temperature not measured. 
Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation D 

CloHs (c) 
Naphthalene 
Heat Capacity 342 K, 

Temperature range 342, 384 K. 
Phase Changes 
c/liq 353.5 K, 

Molecular Weight 128.l732 
Wiswesser Line Notation L66J 
Evaluation C 

ClOHS (c) 
Naphthalene 
Phase Changes 
c,IIliq 353.376 K, 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation A 

CloHs (e) 
Naphthalene 
Phase Changes 
c,I1liq 353.8 K, 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation A 

CIOHs (e) 
Naphthalene 
Phase Changes 
c/liq 35-kl K. 

Relati ve error in determination :2:: 59t:. 
Molecular Weight 128.1732 
Wiswesser Line Notation L66] 
Evaluation C 

CIOHs (e) 
:-Iaphthalene 
Phase Changes 
liq/g 

e/g 

323 K. 

298.15 K. 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation A 

I1H= 19250 J ·mol- I 

115=55 J ·mol- I . K- t 

64RASIBAS 

I1H= 19100 J·mol- I 

I1S=54.0 J·mol- I. K- 1 

80AND/CON 

I1H= 19046 J·mol- I 

115=53.90 J·mol- I. K- I 

80RADIRAD 

I1H= 19000 J·mol- I 

~5=53.70 J·mol- I. K- I 

84SYU/TUM 

I1H= 19020 J·mol- I 

~S=53.7 ]·mol-I·K- 1 

88TORIBAR 

~H =70850]· mol- I 

;is=219.3 ]·mol- I. K- I 

~H=72320] 'mol- I 

;is=242.6 ]·mol- I. K-; 

CIOHs Oiq) 
Naphthalene 
Heat Capacity 298.l5 K, 

Temperature range 260 to 700 K. 
Entropy 298.15 K, 

Molecular Weight 128.1732 
Wiswesser Line Notation L66J 
Evaluation A 

93CHIlKNI 

5=217.59 J·mol- I. K- I 

Values at 298.15 K were calculated with graphically extrapolated heat 
capacities. 

CIOHsO (c) 26ANDILYN 
a-Naphthol; I-Hydroxynaphthalene 
Heat Capacity 298 K, 

Temperature range 22 to 180°C. 
Phase Changes 
elliq 368.2 K, 

Molecular Weight 144.1726 
Wiswesser Line Notation L66J BQ 
Evaluation C 

CIOHsO (e) 
a-Naphthol; I-Hydroxynaphthalene 
Heat Capacity 393 K, 

One temperature. 
Phase Changes 
clliq 369 K, 

Molecular Weight 144.1726 
Wiswesser Line Notation L66J BQ 
Evaluation C 

I1H=23470 J·mol- I 

~S=63.6 J·mol- I . K- I 

Cp =285 J·mol- I. K- 1 

~H=23220 J ·mol- t 

~5=62.9 J·mol- I . K- I 

67PAC 

CIOHsO (e) 26ANDILYN 
,B-Naphthol; 2-Hydroxynaphthalene 
Heat Capacity 298 K, 

Temperature range 22 to 205°C. 
Phase Changes 
c/liq 393.6 K, 

Molecular Weight 144.1726 
Wiswesser Line Notaiion L66J CQ 
Evaluation C 

~H= 18790 J·mol- I 

~5=55.9 J·mol- I
• K- 1 

CIOHsO (e) 74DANIDAN 
{3-Naphthol: 2-Hydroxynapthalene 
Heat Capacity 

Temperature range 60 to 310 K. Deposited in VINITI, No. 844-74, 8 
April 1974. 

Entropy 298.15 K, 5= 179.0 J·mol- I. K- I 

Molecular Weight 144.1726 
Wiswesser Line Notation L66J CQ 
Evaluation A 

ClOH80 2 (c) 74DAN/DAN 
2,3-Naphthalenediol; 2,3-Hydroxynaphthalene 
Heat Capacity 

Temperature range 60 to 310 K. Deposited in VINITL No. 844-74, 8 
April, 1974. 

Entropy 298.15 K, 5= 192.0 J ·mol- I
• K- 1 

Molecular Weight 160.1720 
Wiswesser Line Notation L66J CQ DQ 
Evaluation A 
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C1oHs0 3 (c) 
4-Methyl-7-hydroxycoumarin 
Phase Changes 
clliq 460.7 K, 

Molecular Weight 176.1714 

89ZHAlHUA 

~H=29139 I·mol- 1 

~5=63.42 I·mol- I • K- I 

Wiswesser Line Notation T66 BOVI El IQ 
Evaluation B 

CIOH9N (c) 40CAM/CAM 
.8-Naphthylamine; 2-Aminonaphthalene 
Heal Capacity 293 K, Cp = 125.9 I·mol- I. K- I 

One temperature. 
Molecular Weight 143.1878 
Wiswesser Line Notation L66I CZ 
Evaluation C 

C IOH 9N02 (c) 
4-Methyl-7 -aminocoumarin 
Phase Changes 
c/ltq 499.9 K, 

Molecular Weight 175.1866 

89ZHAlHUA 

LlH = 32U':J1 J.mol I 

~5=64.82 I·mol- I. K- I 

Wiswesser Line Notation T66 BOVI El IZ 
Evaluatiun B 

C1oH10 (c) 80FAL 
Bullvalene; Tricyclo[3.3.2.04,6]deca-2,7,9-triene 
Heat Capacity 298.15 K, Cp = 190.38 I·mol- I. K- I 

Temperature range 5 to 450 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 366.5 K, 

Molecular Weight 130.1890 

5= 174.66 I·mol- I. K- I 

~H= 15250 I·mol- I 

~S=41.61 I·mol- I. K- I 

Wiswesser Line Notation L737 B C lA J BU EU IUTJ 
Evaluation A 

ClOHIOBr2CuN2 (c) 
Bis(pyridine)copper bromide 

90DEY/SOM 

Heat Capacity 300 K, C p = 1330 J . mol-I. K- I 

Temperature range 260 to 300 K. C p value is a graphical estimate. 
Phase Changes 
c,II1c,I 278 K, 

Molecular Weight 381.5564 

~H=2510 J·mol- I 

~S=9.08 J·mol- I. K- I 

Wiswesser Line Notation ibNJ 1 .CU .t:2 

Evaluation B 

90DEY/SOM 
Bis(pyridine kopper chloride 
Heat Capacity 300 K, Cp =540 I·mol- I . K- J 

Temperature range 270 to 310 K. C p value is a graphical estimate. 
Phase Changes 
c.IIIc.I 289 K, 

:\lolecular Weight 335.5470 

~H=1067 J·mol- J 

~S=3.31 J ·mol- J· K- J 

Wiswesser Line Notation T6NJ 2 .CU G2 
Evaluation B 
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C lOH lOCI4N2Si (c) 
Bis-(pyridine)silicon tetrachloride 
Phase Changes 
clliq 438.65 K, 
Molecular Weight 328.0999 
Wiswesser Line Notation 
Evaluation A 

C1oHlOCo (c) 
Cobaltocene 
Heat Capacity 298.15 K, 

Temperature range 5 to 298.15 K. 
Entropy 298.15 K, 
Phase Changes 

91KON/SE' 

~H= 128000 J·mol- I 

75RABIN1 

c,IIIc,I 92 K, ~H=238 J·mo]-J 

~5=2.73 J·mol- I. K- J 

Lambda transition between 70 to 140 K with a maximum at 92 K. 
Moleculal' Weight 189.1222 

Wiswesser Line Notation L5q,J q,-CO- q,L5q,J 
Evaluation A 

See also 78RABINIS. 

C1oH10Co (c) 
Cobaltocene 
Heat Capacity 

76POM/AZ( 

Temperature range 118 to 298 K. Data given graphical!: 
Cp =62.92-0.460T+6.07X 1O-3T2-9.53X 1O-6T3 (118 to 298 K). C 
value calculated from equation. 

Molecular Weight 189.1222 
Wiswesser Line Notation L5¢J q,-CO- q,L5q,J 
Evaluation C 

C1oHlOCo (c) 
Cobaltocene 
Heat Capacity 298.15 K. 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,lIIc,I 93.5 K, 

78RABINI 

5=236.0 J·mo!-J· K- I 

~H=238 J·mol- I 

/).5=2.72 J ·mol- J· K- J 

Lambda ~ransition bet""een 70 to 120 K with a maximum at 93.5 K. 
Molecular Weight 189.1222 
Wiswesser Line Notation L5q,J q,-CO- q,L5q,J 
Evaluation A 

ClOHlOCr (c) 
Chromocene 
Heat Capacity 298.15 K, 

Temperature range 5 to 298.15 K. 

75RABIN! 

Entropy 298.15 K, 5=236.0 J·mol- I. K- I 

Phase Changes 
c,II1c,I 99.5 K, ~H=265 J·mo!-J 

~5=2.57 J ·mol- J· K- J 

Lambda transition between 75 to 140 K with a maximum at 99.7 K an 
another flat peak at 118 K. 

Molecular Weight 182.1850 
Wiswesser Line Notation L5q,J q,-CR- q,L5cjJJ 
Evaluation A 

See also 78RABINIS. 
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C1oH10Cr (c) 
Chromocene 
Heat Capacity 

76POM/AZO 

Temperature range 121 to 298 K. Data given graphically. 
Cp =-253.6+0.632T+33.52X103T- I J·mol- I·K- I. (213 to 298 K). 

Phase Changes 
c,IIIc,I 160-230 K, ~S=1.5J·mol-I·K-I 

Lambda type transition. 
Molecular Weight 182.1850 
Wiswesser Line Notation L5¢J ¢-CR- ¢L5¢J 
Evaluation C(Cp ), A(Phase changes) 

C1oH10Cr (c) 
Chromocene 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 

78RABINIS 

Entropy 298.15 K, S=236.0 J·mol- I. K- I 

Phase Changes 
c,lI/c,I 99.7 K, ~H=265 J·mol- I 

~S=2.55 J·mol-I·K- I 

Lambda transition between 75 to 140 K with a maximum at 99.7 K and 
another Hat peak at 118 K. 

Molecular Weight 182.1850 

Wiswesser Line Notation L5¢J ¢-CR- ¢L5¢J 
Evaluation A 

84CHHIPOM 
Chromocene 
Heat Capacity 298 K, Cp =198.5J.mol- I.K- I 

Temperature range 10 to 300 K. Unsmoothed experimental datum. 
Molecular Weight 182.1850 

Wiswesser Line Notation L5¢J ¢-CR- ¢L5¢J 
Evaluation B 

Lambda anomaly at 100 K. 

CloHlOF6FeP (c) 86S0RlSHI 
Ferrocenium hexafluorophosphate 
Heat Capacity 

Temperature range 12 to 393 K. Data given graphically. 
Phase Changes 
c,IV/cIII 210.95 K 
c,IIIIc,II 213.05 K, ~H=1950J·mol-I 

~S=9.54 J·mol- I. K- I 

t:. t:. Hand t:. t:. s are total ot c,l Y Ic,lll and c,UlIc,ll tranSItIOns. 
c,lI/c,I 346.94 K, ~H=4840 J ·mol- I 

~S= 13.99 J·mol- I . K- I 

Molecular Weight 331.0002 
Wtswesser LIne Notation Ulj)J lj)-fE- lj)Ulj)J &Pffffff 
Evaluation A 

ClOHlOFe (c) 
Ferrocene 
Heat Capacity 

60EDW/KIN 

Temperature range 195 to 200 K. Heat capacity measured and given 
graphically in region of transition. 

Phase Changes 
cJI/c,l 169 K. .1H=854J·mol- 1 

~S=5.31 J·mol- I ·K- I 

Lambda transtion at 163.9 K with a secondary transition at 169 K. Data 
given for overall transition. 

Molecular Weight 186.0360 

Wiswesser Line Notation L54>J 4>-FE- cbL54>J 
Evaluation A 

62EDW/KIN 
Ferrocene 
Heat Capacity 298.16 K, Cp =195.9 J·mol-I·K- I 

Temperature range 0 to 300 K. Debye function used to evaluate heat 
capacity between 0 and 17 K. 

Entropy 298.15 K, S=216.2 J·mol- I. K- I 

Phase Changes 
Maximum transition between 163 and 165 K (163.9 K); secondary 
transition 171 K (graphical estimate). 

Molecular Weight 186.0360 

Wiswesser Line Notation L5¢J ¢-FE- ¢L5¢J 
Evaluation A 

76AZOICAL 
Ferrocene 
Heat Capacity 200 K, Cp = 131 J·mol- I . K- I 

Temperature range 120 to 200 K. 
Phase Changes 

Maximum peak at 164 K; secondary peak at 169 K; c,IIIIc,II triclinic! 
monoclinic transition. 

Molecular Weight 186.0360 
Wiswesser Line Notation L5¢J ¢-FE- ¢L5¢J 
Evaluation B 

ClOHlOFe (c) 
Ferrocene 
Heat Capacity 

76POM/AZO 

Temperature range 120 to 200 K. Data given graphically. 
Phase Changes 
c,IIIc,I 164 K, 

Molecular Weight 186.0360 

~H=853 J·mol- I 

~S=5.31 J·mol- I . K- I 

Wiswesser Line Notation L54>J ¢-FE- ¢L5¢J 
Evaluation A 

CloHlOFe (c) 
Ferrocene 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,III/c,II - 163.9 K, 

810GAlSOR 

S=21 1.85 J·mol- I . K- I 

~H=900J·mol-1 

~S=5.5 J·mol- I. K- I 

Lambda transition with a subsidiary Cp maximum at 169 K between 
metastable LT and undercooled HT phases. 

c,lI/c,I 242 K, ~H=4145 J'mo!-I 

~S= 17.13 J·mol- I . K- I 

Phase transition between stable Ll and stable Hi phases. 
Molecular Weight 186.0360 

Wiswesser Line Notation L54>J ¢-FE- ¢L5¢J 
Evaluation A 

81TOM/CUR 
Ferrocene 
Heat Capacity 298 K, Cp =192.5J.mol- I .K- 1 

Temperature range 293 to 393 K. Equation given . 
Phase Changes 
clIiq 447.0 K 
Molecular Weight 186.0360 

Wiswesser Line Notation L54>J 4>-FE- ¢L54>J 
Evaluation B 
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C1oH10Mn (c) 
Manganocene 
Heat Capacity 298.15 K, 

Temperature range 5 to 298.15 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 

Lambda transition. 

55-75 K, 

Molecular Weight 185.1270 

75RABfNIS 

S=251.4 J·mol- I. K- I 

~H=41 J·mol- I 

~S=0.63 J·mol-I·K- I 

Wiswesser Line Notation L5¢J ¢-MN- ¢L5¢J 
Evaluation A 

See also 78RABINIS. 

ClOHlOMn (c) 78RABINIS 
Manganocene 
I1eat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, S=251.5 J·mol- I. K- I 

Molecular Weight 185.1270 
Wiswcsscr Line Notation L5o:pJ o:p-MN- o:pL5o:pJ 

Evaluation A 

CloHlON202 (c) 
N-Ethanol isatoxime 
Phase Changes 
clliq 505 K, 

Molecular Weight 190.2012 

82CUE/SOL 

~H=28900 J'mol- I 

~S=57.2 J·mol-I·K- I 

Wiswesser Line Notation T56 BMVHJ DUN02 
Evaluation D 

ClOHlONi (c) 
Nickelocene 
Heat Capacity 298.15 K, 

Temperature range 5 to 298.15 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1c,I 100-190 K, 

Lambda transition. 
Molecular Weight 188.8890 

75RABINIS 

S=253.0 J·mol- I. K- I 

~H= 182 J·mol- I 

~S= 1.32 J·mol- I. K- I 

Wiswesser Line Notation L5¢J ¢-NI- ¢L:5¢J 

Evaluation A 
See also 78RABINIS. 

ClOHIONi (c) 
Nickelocene 
Heat Capacity 298 K, 

Temperature range 130 to 300 K. 
Phase Changes 

76AZO/CAL 

c,II/c,l 170-240 K, ~S=5.3 J·mol- I. K- I 

No peak is observed on heat capacity curve, but a deviation from 
normal variation occurs between 170 to 240 K. 

Molecular Weight 188.8890 
Wiswesser Line Notation L5cbJ cb-NI- cbL5cbJ 
Evaluation C 
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ClOHloNi (c) 
Nickelocene 
Heat Capacity 

76POMIAZO 

Temperature range 127 to 303 K. Data given graphically. 
Cp =87.705-0.649T+5.86X 1O-3T2 -9.29x 1O-6T3 J·mol- I. K- I (127 
to 170 K: 240 to 303 K). Cp value calculated from equation. 

Phase Changes 
c,II1c,I 170-240 K, ~S=5.2J·mol-I·K-I 

Molecular Weight 188.8890 
Wiswesser Line Notation L5¢J ¢-NI- ¢L5¢J 
Evaluation C(Cp ), A(Phase changes) 

ClOHloNi (c) 
Nickelocene 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entrupy 298.1~ K, 

Phase Changes 
c,II1c,l 100-190 K, 

78RABINIS 

5=2:.')3.1 J·mol I' K I 

~H= 182 J·mol- I 

~S= 1.34 J·mol- I. K- I 

Lambda tramsition OVCl thc lCIIlPCI<:!lUlC H.lUgC 100 Lv 190 K. 

Molecular Weight 188.8890 
Wiswesser Line Notation L5¢J ¢-NI- ¢L5¢J 
Evaluation A 

C lOH 1002 (c) 83SME/STE 
9-0xatetracyc10[ 5.4.0.03, 10• 04,8]undec-5-en-2-one 
Heat Capacity 298.15 K, Cp =214.1 J·mol- I. K- I 

One temperature. 
Molecular Weight 162.1878 
Wiswesser Line Notation 
Evaluation C 

ClOHlO0 2 (c) 83SME/STE 
anti-9,lo-1O-endo-Hydroxytricylco[ 4.2. I. 12,5]-deca-3,7-dien-9-one 
Heat Capacity 298.15 K, C p =230.3 J. mol-I. K- I 

One temperature. 
Molecular Weight 162.1878 
Wiswesser Line Notation 
Evaluation C 

ClOH lO0 2 (c) 84BECIRUE 
Homocubane-4-carboxylic acid; 
4-Carboxypentacyclo [4.3.0.02,5.03.8.04.7] nonane 
Heat Capacity 298 K, Cv =207 J·mol-I·K- I 

Phase Changes 
liq/g 

6..lH from 80DUCIGRU. 
Molecular Weight 162.1878 

Cp given as 0.305 cal· K' I. 
g-I. 

.lH=82006 J'mol- I 

Wiswesser Line Notation L444 B4 D5 4ABCD ITJ AVQ 
Evaluation B 
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CloHl004 {Jiq) 
Dimethyl o-phthalate 
Heat Capacity 300 K, 

Temperature range 80 to 360 K. 
Entropy 300 K, 

Phase Changes 
cl1iq 274.18 K, 

Molecular Weight 194.1866 
Wiswesser Line Notation IOVR BVOI 
Evaluation C 

69RAB/MAR 

b.H= 16945 J'mol- I 

b.S=61.8 J·mol- I • K- 1 

T(glass)=192 K; b.H=527 J'mol- I, b.5=2.63 J·mol- 1·K- I
. 

C1oH lO0 4 (Jiq) 
Dimethyl o-phthalate 
Heat Capacity 300 K, 

Temperature range 60 to 360 K. 
Entropy 300 K, 
Phase Changes 
c/liq 274.18K, 

Molecular Weight 194. 1 ~66 

Wiswesser Line Notation 10VR BVO I 
Evaluation B 

70MARIRAB 

5=365.5 J·mol- I
• K- 1 

b.H= 16945 J ·mo]-I 
b.5=61.8 J ·mol- I. K- I 

See also 69RAB/MAR. T(glass)= 192.0 °C. 

C lOH100 4 (Jiq) 78MIL 
Dimethylo-phthalate 
Heat Capacity 298.15 K, Cp =309.3 J·mol- I

. K- I 

Temperature range 250 to 370 K. Data graphically and by equation 
only. 

Molecular Weight 194.1866 
Wiswesser Line Notation 10VR BVOI 
Evaluation B 

C IOH 100 4 Oiq) 84VASIPET 
Dimethyl o-phthalate 
Heat Capacity 300K, Cp =303.8J.mol- I.K- 1 

Temperature range 25 to 360 K. 
Entropy 300 K, 5 = 365.5 J. mol-I. K- I 

Phase Changes 
c/liq 274.18 K 
Molecular Weight 194.1866 
Wiswesser Line Notation IOVR BVO I 
Eyaluation A 

C lOH lO0 4 (Jiq) 86RABINOV 
Dimethyl o-phthalate 
Heat Capacity 298.15 K, Cp =303.1 J·mor-I·K- I 

Temperature range 6 to 120 K. 
Entropy 298.15 K, S=353.9J·mor- I·K-1 

Molecular Weight 194.1866 
Wiswesser Line Notation IOVR BVOl 
Evaluation A 

Low temperature study of vitreous and crystalline forms. 
Thermodynamic functions calculated for temperature range 0 to 360 K. 

CIOHIOO" (c) 56SMIIDOL 
Dimethyl terephthalate: Dimethyl p-phthalate 
Heat Capacity 353 K. Cp =276.1 j·mol-I·K- I 

Temperature range 80 to 190°C. Equation only. 
Phase Changes 
c/liq 413.8K. ~H=32100J·mol-1 

~S=77.6 J ·mol- I
• K- 1 

Molecular Weight 194.1866 
\Viswesser Line Notation IOVR DVO I 
Evaluation B 

ClOH 100 4 (c) 68ELLICHR 
Dimethyl terephthalate; Dimethyl p-phthalate 
Heat Capacity 298.15 K, Cp =261.1 J·mol- I

. K- I 

Temperature range 30 to 200°C. 
Phase Changes 
c/Jiq 413.79 K, 

Molecular Weight 194.1866 
Wiswesser Line Notation 10VR DVO 1 
Evaluation B 

C lOH lO0 4 (c) 

b.H=31631 J·mol- I 

b.S=76.44 j·mol- I . K- I 

82KARlSHV2 
Dimethyl terephthalate; Dimethyl p-phthalate 
Phase Changes 
c/liq 415.4 K, 

Molecular Weight 194.1866 
Wiswesser Line Notation lOVR OVO 1 
Evaluation B 

C1oH10Ru (c) 
Ruthenocene 
Heat Capacity 

b.H=32000 J·mol- I 

b.5=77.0 J ·mol- I. K- I 

76POM/AZO 

Temperature range 100 to 300 K. Data given graphically. 
Cp =74.33+2.59T-1.50X 1O-3T2+2.31 X 1O-5T3-4.35x 1O-8r J. 
mol-I·K- 1 (100 to 300 K). 

Molecular Weight 231.2590 
Wiswesser Line Notation L5q,J q,-RU- q,LSq,J 
Evaluation C 

ClOHlOV (c) 

Vanadocene 
Heat Capacity 298.15 K, 

Temperature range 5 to 298.15 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,! 130-200 K, 

Lambda transition. 
Molecular Weight 181.1305 

75RAB/NIS 

S=240.2 J·mol- I. K- I 

b.H= 196 J·mol- I 

b.5= 1.21 J ·mol- I . K- I 

Wiswesser Line Notation LSq,J q,-VA- q,L5¢J 
Evaluation A 

Author reported 5=304.2 j·mol- I. K- 1 . 

C1oH10V (c) 
Vanadocene 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 

78RAB~IS 

Entropy 298.15 K. 5=240.2 J·mol- I. K- I 

Phase Changes 
c.Il/cJ 150-200 K, b.H= 196 J·mol- I 

b.S= 1.21 J·mol- I. K- 1 

Lambda transition between 120 to 200 K. 
Molecular Weight 181.1305 
Wiswesser Line Notation L5¢J dJ-VA- ¢L5q,J 
Evaluation A 

80CALIBER 
Vanadocene 
Heat Capacity 298 K, Cp =203.3 J·mol- I. K- 1 

Temperature range 100 to 300 K. Cp between 235 to 300 K given by 
equation. 

Phase Changes 
c,Il/c,I 120-235 K, ~H=820 J ·mo1- 1 

LlS =4.64 J. mol-I. K- I 

Lambda transition between 120 to 235 K. 
Molecular Weight 181.1305 
Wiswesser Line Notation LS¢J ¢-VA- ¢L5¢J 
Evaluation B 

J. Phys. Chern. Ref. Data. Vol. 25. No.1. 1996 



310 E. S. DOMALSKI AND E. D. HEARING 

ClOHllN (c) 87MEIIDOG 
2,4,6-Trimethylphenyl isocyanide 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 145.2036 
Wiswesser Line Notation CNR Bl Dl Fl 
Evaluation C 

CIOHllN (c) 87MEIIDOG 
2,4,6-Trimethylbenzonitrile 
Heat Capacity 298.15 K, Cp =220.5 J·mol- I. K- I 

One temperature. 
Molecular Weight 145.2036 
Wiswesser Line Notation NCR Bl Dl Fl 
Evaluation C 

ClOHllNO (c) 
2,4,6-Trimethylbenzonitrile N-oxide 
Heat Capacity 298.15 K, 

Temperature range 6 to 319 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 224.3 K, 

c,I1g 298.15 K, 

p=0.109 Pa. 
Molecular Weight 161.2030 
Wiswesser Line Notation 
Evaluation A 

C lOHllN03 (c) 

N -Salicy lidene-.B-alanine 
Phase Changes 
c/liq 408 K, 

Molecular Weight 193.2018 

93ACRISEV 

S=265.08 I·mol- I . K- I 

D.H=80 J·mo]-i 
D.S=0.35 J·mol- I. K- I 

D.H = 87800 J. mol- I 

D.S=265.08 J·mol- I
• K- 1 

91WUIXIO 

D.H=28500 J ·mol- I 

~S=69.86 J·mol- l . K- I 

Wiswesser Line Notation OV2NUIR DQ 
Evaluation A 

ClOHI2 (liq) 
1,2,3,4-Tetrah ydronaphthalene 
Heat Capacity 298.15 K, 

Temperature range 10 to 320 K. 

Entropy 298.15 K, 

Phase Changes 
c/liq 237.36 K, 

Molecular Weight 132.2048 
Wiswesser Line Notation L66&TJ 
Evaluation A 

CIOH12 (c) 
endo-Dicyclopentadiene 
Heat Capacity 298.15 K, 

Temperature range 14 to 330 K. 
Entropy 298.15 K. 
Phase Changes 
c.IIIc.l 216 K. 

c.I/liq 304.8 K. 

;\Iolecular Weight 132.2048 

57MCCIFIN 

S=251.46 J ·mol- I . K- I 

.lH=12447 J·mo!-I 

.lS=52A4 J.mo\-I. K- I 

77LEBILIT4 

5=230.0 j ·mol- I. K- I 

.lH=9660 j·mol- I 

~5=40.0 j·mol- I. K- I 

.':lH=2220 j 'mol- I 

.l5=6.1 j·mol-I·K- I 

Wiswesser Line Notation L C555 A EU IUTJ -C 
Evaluation A 

,J. Phv!=;. Chern. Ref. Data. Vol. 25. No 1 1 q9B 

C lOH12NZ0 3 (c) 

2-Ethoxyisonitrosoacetanilide 
Phase Changes 
c/liq 405 K, 

Molecular Weight 208.2164 

82CUE/SOL 

D.H=23000 J·mol- l 

D.S=56.8 J·mol- I. K- I 

Wiswesser Line Notation QNUIVMR B02 
Evaluation D 

CloH12Nz03 (c) 
4-Ethox yisoni trosoacetanilide 
Phase Changes 
c/liq 490 K, 

Molecular Weight 208.2164 

82CUE/SOL 

D.H=7600 j·mol- I 

D.S= 15.5 j·mol- I • K- 1 

Wiswesser Line Notation QVU IMR D02 
Evaluation D 

C lOH12N2S (c) 28SHI 
N-Allyl-N' -phenylthiourea 
Heat Capacity 323 K, Cp =59.0 J·mol- i . K- 1 

Temperature range: Cp measured at 50 0, 70 DC, 99.8 dc. 
Phase Changes 
C/liq 375 K, D.H=27614 j·mol- I 

D.S=73.6 j·mol- I . K- I 

Molecular Weight 192.2782 
Wiswesser Line Notation 1 U2MYMUS&R 
Evaluation B 

C lOH 1202 (Iiq) 83KARIABD 
Eugenol; 5-AIlylguaiacol 
Heat Capacity 293 K, Cp =343.2 j·mol- I . K-- I 

Temperature range 243 to 293 K. Cp given as 2090J·kg- I ·K- I
. 

Molecular Weight 164.2036 
Wiswesser Line Notation QR BOI D2Ul 
Evaluation B 

C lOH 120 4 (c) 
2-Monobenzoylglycerol 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 196.2024 
Wiswesser Line Notation Ql YIQOVR 
Eva.lua.tion B 

65SILIDAC 

C lOH120 4 (c) 65SILIDAL' 
I-MonobenzoylglycerO] 
Heat Capacity 298 K, Cp =238.9 J·mol- I. K- 1 

One temperature . .BL form. 
Molecular Weight 196.2024 
Wiswt!sst:r Lint! NUlaliun Q 1 YQ 1 OVR 

Evaluation B 

C lOH\3N02 (c) 71PRI 
Propyl N-phenylcarbamate 
Heat Capacity 298 K, Cp =263.6J.mol- I .K- 1 

Temperature range 200 to 390 K. Complete data deposited VINITI, No . 
2713-7!. 25 March 1971. 

Phase Changes 
c/liq 331 K, 

Mo,lecular Weight 179.2182 
Wiswesser Line Notation 30VMR 
Evaluation' B 

D.H=21079 j·mol- I 

D.S=63.7 J·mol- I. K- I 
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C1oH14 (liq) 31HUFIPAR 
1,2,3,4-Tetramethylbenzene; Prehnitene 
Heat Capacity 291.9 K, Cp=236.0J.mol- I.K- 1 

Temperature range 91 to 292 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, 5=290.8 J·mol- I. K- I 

Extrapolation below 90 K, 76.32 J. mol-I. K- I. 
Phase Changes . 
C/liq 265.4 K, 

Molecular Weight 134.2206 
Wiswesser Line Notation lR Bl Cl Dl 
Evaluation B(Cp)'C(S) 

1,2,3,4-Tetramethylbenzene; Prehnitene 

AH=11230 J·mol- I 

AS=42.3 J·mol- I. K- I 

47KUR 

Heat Capacity 298 K, C,,=244.3 J ·mol- I. K- I 

Temperature range 12 to 198 0 C, mean C p' four temperatures. 
Molecular Weight 134.2206 
Wiswesser Line Notation lR Bl Cl Dl 
Evaluation D 

3lHUFIPAR 
1 ,?,':\,"i-T~trllm~thylh~nzene: T"ocillrene 

Heat Capacity 297.1 K, Cp =240.2 J ·mol- I. K- I 

Temperature range 92 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=310.0 J·mol- I. K- I 

Extrapolation below 90 K, 80.54 J. mol-I. K- I. 
Phase Changes 
c,Uliq 248.6 K, AH= 12937 J·mol- I 

AS=52.0 J ·mol- I. K- I 

Value includes heat effect for solid transition below melting point. 
Molecular Weight 134.2206 
Wiswesser Line Notation lR Bl Cl El 
Evaluation B(Cp)'C(S) 

3IHUFIPAR 
1,2,4,5-Tetramethy lbenzene; Durene 
Heat Capacity 297.1 K, Cp =215.1 J·mol-I·K- 1 

Temperature range 92 to 297.1 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, S=245.6J·mol- l • K- 1 

Extrapolation below 90 K, 76.69 J. mol-I. K- 1• 

Molecular Weight 134.2206 
Wiswesser Line Notation lR Bl Dl EI 
Evaluation B(Cp),C(S) 

CIOH 1.. (c) 33FERfTHO 
1.2.4.5-Tetramethylbenzene: Durene 
Heat Capacity 303.15 K, Cp =215.6J.mol- I .K- 1 

Temperature range 303 to 393 K. 
Phase Changes 
c/liq 352.05 K, AH=21340 J·mol- I 

Molecular Weight 134.2206 
Wiswesser Line Notation IR Bl Dl EI 
Ev~uation C 

ClOH14 (liq) 44EIB 
1,2,4,5-Tetramethylbenzene; Durene 
Heat Capacity 298.1 K, Cp =220.1 J·mol- I·K- I 

Temperature range 25 to 200°C, equations only in t 0c, Cp(c) 
=0.3662+0.001033t cal· g-I. C- I (25 to 45°C); Cp(liq)=0.424 
+0.000589t cal·g-I·C- I (79 to 200°C). 

Phase Changes 
clliq 352.4 K, 

Molecular Weight 134.2206 
Wiswesser Line Notation lR BID 1 E I 
Evaluation C 

1,2,4,5-Tetramethylbenzene; Durene 

AH=20880 J·mol- I 

AS=59.3 J·mol- I. K- I 

47KUR 

Heat Capacity 353 K, Cp =275.7 J·mol- I. K- I 

Temperature range 80 to 193°C, mean CI" three temperatures. 
Molecular Weight 134.2206 
Wiswesser Line Notation IR BI Dl El 
Evaluation D 

ClOH14 (c) 89COLIJIM 
1,2,4,5-Tetramethylbenzene; Durene 
Heat Capacity 298.15 K. C,,=204.02 J·mol- I. K- I 

One temperature. 
Molecular Weight 134.2206 
Wiswesser Line Notation IR BI DI EI 
Evaluation C 

C1oH14 (liq) 30HUFIPAR 
tert -B uty Ibenzene 
Heat Capacity 294.3 K, Cp=238.11 J·mol-I·K- I 

Temperature range 92 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=278.7 J·mol- I. K- I 

Extrapolation below 90 K, 67.70J·mol- I·K- I. 
Phase Changes 
c/liq 215.0 K, AH=8397 J·mol- I 

A5=39.06 J·mol- I. K- I 

Molecular Weight 134.2206 
Wiswesser Line Notatjon IXI&I&R 
Evaluation B(Cp),C(S) 

ClOHl4 (Iiq) 31HUFIPAR 
p-Cymene; l-Isopropyl-4-methylbenzene 
Heat Capacity 297.1 K. C,,=236.4J·mol- I.K- 1 

Temperature range 92 to 297 K. Value IS unsmoothed expenmental 
datum. 

Entropy 298.1 K, 5=306.7 J·mol-I·K- I 

Extrapolation below 90 K, 80.00 J. mol-I. K- I. 
Phase Changes 
c/liq 204.2 K. 

Molecular Weight 134.2206 
Wiswesser Line Notation I Y I &R D 1 
Evaluation B(C,,),C(S) 

!1H=9661 J'mol- I 

115=47.3 J ·mol- I. K- I 

CIOH t .. (liq) 47KUR 
p-Cymene; I-Isopropyl-4-methylbenzene 
Heat Capacity 298 K, C p =242.3 J·mol- I. K- I 

Temperature range 10 to 166 0 C, mean C p' four temperatures. 
Molecular Weight 134.2206 
Wiswesser Line Notation 1 Y 1 &R D 1 
Evaluation D 
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79AND/GRI 
sec-Butylbenzene 
Heat Capacity 293.74 K, Cp =241.7 I·mol- I. K- I 

Temperature range 294 to 430 K. Unsmoothed experimental datum 
given as 1.801 kJ/kg· K. 

Molecular Weight 134.2206 
Wiswesser Line Notation 2YI&R 
Evaluation B 

n-Butylbenzene 
31HUFIPAR 

Heat Capacity 298.2 K, Cp =240.2 I ·mol- I. K- I 

Temperature range 94 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=32l.3 I·mol- I. K- I 

Extrapolation below 90 K, 78.95 I· mol-I. K- I. 
Phase Changes 
c/lIq IM.6K, 

Molecular Weight 134.2206 
Wiswesser Line Notation 4R 
Evaluation B(Cp)'C(S) 

ClOH14 (liq) 
n-Butylbenzene 
Heat Capacity 

One temperature. 
293 K, 

Molecular Weight 134.2206 
Wiswesser Line Notation 4R 
Evaluation C 

CIOHl4 Oiq) 
n-Butylbenzene 
Heat Capacity 298.15 K, 

Temperature range 10 to 380 K. 
Entropy 298.15 K, 
Phase Changes 
c,II1liq 185.14 K, 

Metastable crystals. 
c,Uliq 185.30 K, 

Molecular Weight 134.2206 
Wiswesser Line Notation 4R 

Evaluation A 

CIOHU (Jiq) 
n-Butylbenzene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 134.2206 
Wiswesser Line Notation 4R 
Evaluation B 

CIOHUCuO.. (e) 
Copper aeetylaeetonate 
Heat Capacity 298 K, 

Temperature range 4.2 to 450 K. 

AH= 10979 J ·mol- I 

.:.lS=59.5 I·mol- I. K- I 

48TSC 

65MESITOD 

Cp =243.34 I·mol- I . K- I 

.:.lH= 11259 I·mol- I 

.:.lS=60.81 I·mol- I. K- I 

.:.lH= 11221 I·mol- I 

.:.lS=60.56 I·mol- I. K- I 

73G002 

81TEGIFER 

Entropy 298 K, S=372.8J·mol- I ·K- 1 

Molecular Weight 261.7642 
\Viswesser Line Notation D60-CU-O ADI Dl Fl B-& BD60-CU-O 
ADJ Dl Fl 
Evaluation B 
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ClOH l40 4Zn (c) 
Zinc acetylacetonate 
Phase Changes 
clliq 400.5 K, 

Molecular Weight 263.5982 

86GRULAi 

.:.lH=18200 I·mol- 1 

il.S=45.5 I·mol- I . K- I 

Wiswesser Line Notation D60-ZN-O ADI Dl Fl B-& BD60-ZN-O AD. 
Dl Fl 
Evaluation A 

ClOH l4Si (liq) 
I-Phenyl-l-methyl-l-silacyclobutane 
Heat Capacity 298.15 K, 

Temperature range 60 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 210.10 K, 

Molecular Weight 162.3061 

78LEBIRAB. 

Cp =273.2 I·mol- I. K- I 

S=332.6 I·mol- I . K- I 

il.H= 12280 I·mol- 1 

.:.lS=58.5 I·mol- I
. K- I 

Wiswesser Line Notation T4-SI-TJ Al AR 
Evaluation A 

T(glass) = 140 K. 

C lOHl4Si (liq) 
Vinyldimethylphenylsilane 
Heat Capacity 300 K, 

Temperature range 50 to 300 K. 
Entropy 300 K, 
Phase Changes 
clliq 190.70 K, 

Molecular Weight 162.3061 

74LEB/ARC 

S=376.6 I·mol- I . K- I 

.:.lH= 12259 I·mol- I 

il.S=64.3 I·mol- I . K- I 

Wiswesser Line Notation lUl-SI-l&I&R 
Evaluation A 

T(glass)= 129.0 K. Data given for glassy state from 50 to 190 K. 

ClOH 14Si (liq) 
Vinyldimethylphenylsilane 
Heat Capacity 298.15 K, 

Temperature range 60 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 190.70 K, 

Molecular Weight 162.3061 

77LEBIRAB: 

S=374.8 I·mol- I . K- I 

il.H= 12259 I·mol- I 

il.S=64.4 J·mol- I
• K- I 

Wiswesser Line Notation 1Ul-SI-l&I&R 
Evaluation A 

T(glass)= 129.::5 K. 

ClOH14Si (liq) 
Vinyldimethylphenylsilane 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
e/liq 190.70 K, 

Molecular Weight 162.3061 

8ILEB/LEI 

S=374.8 j·mol- I . K- I 

.:.lH= 12300 J·mol- I 

.:.lS=64.4 j ·mol- I . K- I 

Wiswesser Line Notation lUl-SI-l&I&R 
Evaluation A 

T(glass)= 129 K. 
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(C lOH14Si)n (c) 75LEB/ARO 
Polyvinyldimethylphenylsilane 
Heat Capacity 298.15 K, Cp =231.0 J·mol- I . K- I 

Temperature range 60 to 300 K. 
Entropy 298.15 K, S=247.2J·mol- I·K- I 

Molecular Weight 162.3061 
Wiswesser Line Notation /*IY*-SI-l&I&RJ 
Evaluation B 

(C lOH14Si)n (c) 81LEBILEB 
Polyvinyldimethylphenylsilane 
Heat Capacity 298.15 K, Cp =23 1.0 J·mol- I. K- I 

Temperature range 5 to 330 K. 
Entropy 298.15 K, S=247.2 J ·mo1- 1• K- I 

Molecular Weight 162.3061 
Wiswesser Line Notation /*lY*-SI-l&l&RJ 
Evaluation A 

(C1oH14Si)n (gls) 77LEBIRAB2 
Polyvinyldimethylphenylsilane 
Heat Capacity 298.15 K. Cp =231.0.T.mo]-I.K- 1 

Temperature range 60 to 300 K. 
Entropy 298.15 K, S=247.2J·mol- I·K-1 

Molecular Weight 162.3061 
Wiswesser Line Notation /*IY*-SI-l&I&RJ 
Evaluation A 

(C lOH14Si)n (gls) 78LEBlRAB3 
Poly-l-phenyl-l-methyl-l-silatrimethylene 
Heat Capacity 298.15 K, Cp =279.5 J·mol-I·K- I 

Temperature range 60 to 330 K. Rubber like elastic state. 
Entropy 298.15 K, S=275.1 J·mol- I. K- I 

Molecular Weight 162.3061 
Wiswesser Line Notation 1* -SI -1 &R&3 * / 
Evaluation A 

T(glass)=242 K. 

ClOH1SCI (c) 
2-Chloroadamantane 
Phase Changes 
c,IIIIc,II 227 K, 

c,IIIc,I 242 K, 

Molecular Weight 170.6815 

88PARJKAW 

AH=470 J·mol- I 

AS=2.3 J·mol- I. K- I 

AH=8300 J·mol- I 

AS=35 J·mol- I. K- I 

Wiswesser Line Notation L66 B6/B-H/DI A B- C 1 B ITJ AG 
Evaluation A 

ClOH\sF (c) 
1-Fluoroadamantane 
Phase Changes 
c.IlIc,I 

On heating. 

231 K. 

Molecular Weight 154.2269 

91KAW/GIL 

tJ.H-lGOO J'lllVl-
1 

j.S=6.9 J·mol- I . K- I 

Wiswesser Line Notation L66 B6/B-H/DI A B- C IB ITJ FF 
Evaluation A 

CtoH1SN (]iq) 
N.N-Diethylaniline 
Heat Capacity 302.0 K, 

One temperature. 
Molecular Weight 149.2351 
Wiswesser Line Notation 2N2&R 
Evaluation C 

34KOLIUDO 

C1oH1SN (liq) 
N ,N-Diethy laniline 
Heat Capacity 302.3 K, 

One temperature. 
Molecular Weight 149.2352 
Wiswesser Line Notation 2N2&R 
Evaluation C 

ClOH1SNO (c) 
Carvoxime(L) 
Heat Capacity 298.15 K, 

Temperature range 160 to 385 K. 
Phase Changes 
clliq 346.5 K, 

Molecular Weight 165.2346 

34KOLlUD02 

77MEIIBLO 

AH=22700 J·mol- I 

AS=65.5 J·mol- I. K- I 

Wiswesser Line Notation L6Y BUTJ AUNQ Bl EYl&Ul -L 
Evaluation D 

ClOH1SNO (c) 
Carvoxime(DL) 
Heat Capacity 298.15 K, 

Temperature range 160 to 385 K. 
Phase Changes 

77MEIIBLO 

clliq 365.1 K, AH= 17020 J'mol- I 

AS=46.6 J·mol- I. K- I 

Molecular Weight 165.2346 
Wiswesser Line Notation L6Y BUTJ AUNQ Bl EYl&Ul 
Evaluation B 

ClOH16 (Jiq) 78GOO/SCO 
exo-Tetrahydrodicyclopentadiene 
Heat Capacity 298.15 K, Cp =236.50J.mol- I.K- 1 

Temperature range 275 to 365 K. Equation only. Cp calculated from 
equation. Cs=0.046061 +0.0012371 T cal· g-I. K- I (275 to 365 K). 

Molecular Weight 136.2364 
Wiswesser Line Notation L C555 ATJ -T 
Evaluation B 

79SMIIGOO 
exo-Tetrahydrodicyclopentadiene 
Heat Capacity "298.15 K, C p =236.6 J. mol-I. K- I 

One temperature. Cp given as 00415 cal·K-I.g- l . 

Molecular Weight 136.2364 

Wiswesser Line Notation L C555 ATJ -T 
Evaluation B 

ClOH16 (Iiq) 80GOOITHO 
exo-Tetrahydrodicyclopentadiene 
Heat Capacity 298.15 K, Cp =213.87 J'mol-I·K- I 

Temperature range 260 to 465 K. Equation only. C p calculated from 
equation Cp (cal· K- I. g-I) =0.10423+0.76872X 1O-3T+OA6992 
X 10 -6T2 (260 to 465 K). 

Molecular Weight 136.2364 
Wiswesser Line Notation L C555 ATJ -T 
Evaluation B 

C lOH'6 (Jiq) 
Sabinene 
Heat Capacity 

One temperature. 
297.0 K, 

Molecular Weight 136.2364 
Wiswesser Line Notation L35 DYTJ AYI&I DUl 
Evaluation C 

34KOLIUDO 
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C lOH 16 (liq) 
Sabinene 
Heat Capacity 

One temperature. 
288.3 K, 

Molecular Weight 136.2364 

34KOLlUD02 

Wiswesser Line Notation L35 DYTJ AYl&1 DUl 
Evaluation C 

ClOH 16 (c) 

Tricyclo[5.2.1.02
•
6]decane 

71BOY/SAN 

Heat Capacity 329 K, Cp =241.4 J·mol- I . K- I 

Temperature range 329 to 390 K. Four temperatures. 
Phase Changes 
c/liq 352 K, 

Molecular Weight 136.2364 

LlH=2950 J·mol- I 

LlS=8.4 J·mol- I . K- I 

Wiswesser Line Notation L556IFH 2AF JTJ 
Evaluation C 

C lOH 16 (c,I) 60CHAIWES 
Adamantane; Tricyclo[3.3.1. 13,7]decane 
Heat Capacity 298.15 K, Cp =189.74J.mol- I .K- 1 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 208.62 K, 

Molecular Weight 136.2364 

LlH=3376 J ·mol- I 

LlS= 16.18 J·mol- I . K- I 

Wiswesser Line Notation L66 B61B-HlDI A B- C IB ITJ 
Evaluation A 

C lOH I6 (c,I) 61WES 
Adamantane; Tricyc\0[3.3. 1. 1 ~.7]decane 
Heat Capacity 298.15 K, Cp = 189.74 J ·mol- I • K- 1 

Temperature range 5 to 350 K. Only values at 298.15 K given. 
Entropy 298.15 K, S=195.83J·mol- I ·K- 1 

Phase Changes 
c,II1cJ 208.62 K, LlH=3376 J ·mol- I 

LlS= 161.8 J·mol- I . K- I 

Molecular Weight 136.2364 
Wiswesser Line Notation L66 B61B-HlDI A B- C IB ITJ 
Evaluation A 

Details reported in other papers. 

C lOH I6 (Jiq) 
Limonene" 
Heat Capacity 

One temperature. 
293.4 K. 

Molecular Weight 136.2364 
Wiswesser Line Notation L6UTJ Al DYl&UI 
Evaluation C 

ClOHI6 (Jiq) 
Limonene 
Heat Capacity 293.3 K. 

One temperature. 
\Iolecular Weight 136.2364 
Wiswesser Line Notation L6UTJ Al DYl&UI 
Eyaluation C 
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33KOLIUDO 

34KOLlUD02 

ClOHI6BrN (c) 
4-Phenylbutylammonium bromide 
Phase Changes 
c,IWc,II 353 K, 

c,lIlc,I 393 K, 

Molecular Weight 230.1471 
Wiswesser Line Notation Z4R &EH 
Evaluation A 

ClOH16CIN (c) 
4-Phenylbutylammonium chloride 
Phase Changes 
c,lV/c,III 243 K, 

c,IIIIc,II 274 K, 

c,Wc,I 295 K, 

Molecular Weight 185.6961 
Wiswesser Line Notation Z4R &GH 
Evaluation A 

89VANIWHI 

LlH=9600 J ·mol- I 

LlS=3.25 J·mol- I . K- I 

LlH= 1400 J·mol- I 

LlS =0.43 J. moi- I • K- 1 

89VANIWHI 

LlH=4030 J·mol- I 

LlS=2.00 J·mol- I • K- 1 

LlH=650 J·mol- I 

LlS=0.29 J·mol- I . K- I 

LlH=270 J·mol- I 

LlS =0.19 J ·mol- I . K- I 

CloH16N2CI04 (c) 65CHIINAK 
Wurster's Blue perchlorate; N,N,N',N' -letramethyl-p-phenylene-dlamme 
perchlorate 
Heat Capacity 200 K, Cp =264 J·mol- I . K- I 

Temperature range 80 to 200 K. Data graphically only and estimated 
from graph. 

Phase Changes 
c,Wc,I 189.9 K, LlH=1709.6J·mol- 1 

LlS=9.16 J·mol- I . K- I 

Transition is probably first-order. 
Molecular Weight 263.7004 
Wiswesser Line Notation INl&R DNl&1 &GWW 
Evaluation A 

ClOHI6N203 (c) 
4-Phenylbutylammonium nitrate 
Phase Changes 
c,II1c,I 336 K, 

Molecular Weight 212.2480 
Wiswesser Line Notation Z4R &WNQ 
Evaluation A 

J,7-Dilllctliyl-G-udcn-l-yn-J-ul 

89VANIWHI 

LlH= 19100 J·mol- I 

LlS=6.83 J ·mol- I • K- 1 

88BAGIGUR 

Heat Capacity 313.55 K, Cp =385.2J·mo!-I.K- 1 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 152.2358 
Wiswesser Line Notation 1 YU3XQ 1 UU 1 

Evaluation B 

C IOH I60 (c) 
Camphor 
Heat Capacity 298.1 K, 

Temperature range 307 to 483 K. 
Phase Changes 
clliq 451.5 K. 

Molecular Weight 152.2358 

31FRA 

/).H=6820 J ·mol- I 

LlS= 15.10 J ·mol- I . K- I 

Wiswesser Line Notation L55 A CVTJ Al Al B 1 
Evaluation C 

Synthetic camphor. 
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ClOH160 (c,I) 
Camphor(D) 

35WHIIMOR 

Heat Capacity 259 K, 
Temperature range 213 to 259 K. 

Phase Changes 
c,II1c,I 243 K, 

Molecular Weight 152.2358 

aH=7780 J'mol- I 

as=32.0 J·mol- I . K- I 

Wiswesser Line Notation L55 A CVTJ Al Al Bl -D 
Evaluation C 

C1oH160 (c,I) 53SCH 
Camphor(D) 
Heat Capacity 

Temperature range 238 to 247 K. C p data given graphically only. 
Phase Changes 
r,TT1r,T ?41 C) K, 

Molecular Weight 152.2358 

L1H=f)C)C)O J.moJ- 1 

as=28.7 J·mol-I·K- I 

Wiswesser Line Notation L55 A CVTJ Al Al BI -D 
Evaluation C 

ClOH 160 (c,I) 89NAG/MAT 
Camphor(D) 

Heat Capacity 300.13 K, Cp =247.3J.mol- I.K- 1 

Temperature range 14 to 375 K. Unsmoothed experimental datum. 
Entropy 298.15 K, S=289.76 J·mol- I. K- I 

Annealed sample. 
Phase Changes 
c,II!c,I 244.19 K 
Molecular Weight 152.2358 
Wiswesser Line Notation L55 A CVTJ Al Al B 1 -D 
Evaluation A 

ClOH160 (c,I) 
Camphor(DL) 
Heat Capacity 

53SCH 

Cp data given graphically only. Temperature range -180 to 180°C. 
Phase Changes 
c,II1c,l 210 K, 

Molecular Weight 152.2358 

aH=840 J ·mol- I 

as=4.0 J ·mol- I. K- I 

Wiswesser Line Notation L55 A CVTJ Al Al Bl 
Evaluation C 

ClOH100 (c,I) 89NAG/MAT 

Camphor(DL) 
Heat Capacity 251.22 K. Cp =238.7 J·mol-I·K- I 

Temperature range 36 to 252 K. Unsmoothed experimental datum. 
Annealed sample. 

Entropy 298.15 K. 
Annealed sample. 

Phase Changes 
c.Il/c,I 218.2 K 
Molecular Weight 152.2358 
Wiswesser Line Notation L55 A CVTJ A I A I B I 
Evaluation A 

89NAGIMAT 

Cp =251.2 J·mol- I . K- I 

Temperature range 14 to 375 K. Unsmoothed experimental datum. 

C1oH160 (c,I) 
Camphor(DL) 
Heat Capacity 301.55 K, 

Quenched sample. 
Entropy 298.15 K. S=291.76 J·mol- I. K- 1 

Quenched sample. 
Phase Changes 
c,IIIc,I 209.1 K 
Molecular Weight 152.2358 
Wiswesser Line Notation L55 A CVTJ Al Al Bl 
Evaluation A 

C lOH 160 (c) 

1-H ydroxyadamantane 
Phase Changes 
r,TTT/r,TT 

c,lI!c,I 

1f)C) If) K, 

529.16 K, 

Molecular Weight 152.2358 

88SAL/ABA 

Al:l=2500 }.mol- I 

as=6.77 J·mol- I. K- I 

aH=7130 J ·mol- I 

as:::: 13.25 J·mol- I. K- I 

Wiswesser Line Notation L66 B6 IE-HI A B- C IB ITJ FQ 
Evaluation A 

ClOH 160 (c) 
2-Hydroxyadamantane 
Phase Changes 
c,IV!c,III 325.16 K, 

c,IIIIc,II 391.16 K, 

c,lI/c,I 516.16 K. 

Molecular Weight 152.2358 

88SALIABA 

aH=300 J·mol- I 

as=0.92 J·mol- I . K- I 

aH=3740 J·mol- I 

as=9.56 J·mol- I. K- I 

aH=7750 J·mol- I 

as= 15.02 J·mol- I . K- I 

Wiswesser Line Notation L66 B6 IE-HI A B- C IBITJ AQ 
Evaluation A 

C lOH 160 (c) 
2-H ydroxyadamantane 
Phase Changes 
c,IV/c,III _325.16 K, 

c.IIIIc.II 191.1f) K, 

c,Il/c,I 516.16 K, 

Molecular Weili!ht 152.2358 

89SALIABA 

aH=300 J·mol- I 

as=0.92 J·mol- I . K- I 

AH=3740 }.mol- I 

as=9.56 J·mol- I. K- I 

aH=7750 J·mo!-I 
as= 15.02 J ·mol- I. K- I 

Wiswesser Line Notation L66 B61E-HI A B- C IB ITJ AQ 
Evaluation A 

C1oH 160 (c) 

1-H ydroxyadamantane 
Phase Changes 
dIl/c,II 369.16 K, 

c,lIIc,I 529.16K. 

Molecular Weight 152.2358 

89SALIABA 

aH=2500 J'mol- I 

as=6.77 J·mol- I. K- I 

aH=7130 J ·mol- 1 

as= 13.25 J·mol- t • K- I 

Wiswesser Line Notation L66 B61E-HI A B- C IB ITJ FQ 
Evaluation A 

J. Phvs.Chem. Ref. Data. Vol. 25. NO.1. 1996 



316 E. S. DOMALSKI AND E. D. HEARING 

C1oH 160 (liq) 
Pulegone 
Heat Capacity 

One temperature. 
293.3 K, 

Molecular Weight 152.2358 
Wiswesser Line Notation L6VYTJ BUY1&1 El 
Evaluation C 

ClOH 160 (Iiq) 
Pulegone 
Heat Capacity 

One temperature. 
293.3 K, 

Molecular Weight 152.2358 
Wiswesser Line Notation L6VYTJ BUY1&1 El 
Evaluation C 

33KOLIUDO 

34KOLlUD02 

C IOH 1/iO Oiq) 82KARlIGA 
Citral; Geranial 
Heat Capacity 293 K, C p = 304.5 J. mol"- J . K- I 

Temperature range 233 to 293 K. C p given as 2000 J. kg-I. K- J. 
Molecular Weight 152.2358 
Wiswesser Line Notation VHOYUYl&3UYl&1 
Evaluation B 

(CloH1604)n (c) 84RABfNIS 

Polybutylene glycol adipate 
Heat Capacity 298.15 K, Cp =316.7 J·mol-J·K- I 

Temperature range 80 to 470 K. 100% crystallinity. C/298.15 
K)=393.6 J ·mol- J· K- I for the highly elastic state. 

Entropy 298.15 K, 5=334.9 J·mol- J· K- I 

100% crystallinity. S 0(298.15 K)-S 0(0)=379.9 J·mol- J· K- I for the 
highly elastic state. 

Phase Changes 
c/liq 328.8 K, ~H=24800 J·mol- J 

Molecular Weight 200.2340 
Wiswesser Line Notation I*OV4V04*1 
Evaluation B 

T(glass)= 199 K. 

C lOH 160 6 (liq) 92VERIBEC 
Methanetricarboxylic acid triethyl ester 
Heat Capacity 298.15 K, Cp =419.8J·mol- J.K- 1 

One temperature. 
Molecular Weight 232.2328 

Wiswesser Line Notation 20VYV02& V02 
Evaluation B 

CIOH l6S4 (c) 62CHNWES 
1.3.5,7 -Tetramethy I-2,4.6,8-tetrathiaadamantane 
Heat Capacity 298.15 K, Cp = 295.85 J. mol - J . K - J 

Temperature range 5 to 350 K. 

Entropy 298.15 K. 5=300.83 J·mol- J· K- J 

Molecular Weight 264.4764 
Wiswesser Line Notation T66 B61B-HlDI A B- C IB I AS B-S CS ESTJ 
Bl Dl Fl HI 
Evaluation A 

62GOLIBEL 
Pinane 
Heat Capacity 311 K. Cp =231.4J.mol- I .K- 1 

Temperatures 100. 200, 300 0 F. 
Molecular Weight 138.2522 
Wiswesser Line Notation L46 ATJ AI Al EI 
Evaluation C 

J. Phv~. Chp.m. Rp.f. D::lt::l Vol. ?'1. No 1 1qqfl 

63GUD/CAM 
Pinane 
Heat Capacity 313 K, Cp =231.8 J·mol-I·K- I 

Temperature range 313 to 523 K. 
Molecular Weight 138.2522 
Wiswesser Line Notation L46 ATJ A I AiEl 
Evaluation C 

C lOH18 (Iiq) 
Methylhydroindan 
Heat Capacity 313 K, 

Temperature range 313 to 423 K. 
Molecular Weight 138.2522 
Wiswesser Line Notation L56TJ XI 
Evaluation C 

C lOH18 (liq) 
cis-Bicyclo[S.3.0]decane 
Heat Capacity 377 K, 

One temperature. 

Molecular Weight 138.2522 
Wiswesser Line Notation L57TJ -C 
Evaluation B 

63GUD/CAM 

70CHAIMCC 

C lOH 18 (Iiq) 62GOLIBEL 
Bicyclopentyl 
Heat Capacity 311 K, Cp =229.7 J·mol- I . K- I 

Temperatures 100, 200, 300 oF. 
Molecular Weight 138.2522 
Wiswesser Line Notation L5TJ A- AL5TJ 
Evaluation C 

ClOH 18 Oiq) 
B icyclopenty I 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 138.2522 

76GOO/LEE 

Wiswesser Line Notation L5TJ A- AL5TJ 
Evaluation B 

C lOH 18 (liq) 
Decahydronaphthalene; Decalin 
Heat Capacity 311 K, 

Temperatures 100, 200, 300 oF. 
Moleculal' \Veight 138.2522 

Wiswesser Line Notation L66TJ 
Evaluation D 

ClOH18 (liq) 
cis-Decahydronaphthalene; cis-Decalin 
Heat Capacity 298.15 K, 

Temperature range 80 to 298.15 K. 
Phase Changes 
c/liq 230.1 K, 

Molecular Weight 138.2522 
Wiswesser Line Notation L66TTJ -C 
Evaluation B 

62GOLfBEL 

49PARJHAT 

~H=2209 J ·mol- I 

~5=9.6 J ·mol- I . K- I 
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ClOH18 (liq) 53SEY 
cis-Decahydronaphthalene; cis-Decalin 
Heat Capacity 298 K, Cp =233.51 J·mol-I·K- I 

Temperature range 293 to 343 K. 
Phase Changes 

Lambda type transition in liquid state at 32::1 K. 
Molecular Weight l38.2522 
Wiswesser Line Notation L66TJ -C 
Evaluation B 

ClOH18 (liq) 57MCCIFIN 
cis-Decahydronaphthalene; cis-Decalin 
Heat Capacity 298.15 K. Cp =232.00J·mol- I.K- 1 

Temperature range 10 to 350 K. 
Entropy 298.15 K, S=265.01 J·mol-I·K- I 

Phase Changes 
c/liq 242.78 K, AH= 14414 J·mo!-I 

AS=),:}.j/ J.mol I' K I 

Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ -C 
Evaluation A 

C lOH18 (liq) 63GUD/CAM 
cis-Decahydronaphthalene; cis-Decalin 
Heat Capacity 313 K. Cp =251.0 J·mol- I. K- I 

Temperature range 313 to 423 K. 
Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ -C 
Evaluation C 

ClOHl8 (liq) 88SHIIOGA 
cis-Decahydronaphthalene; cis-Decalin 
Heat capaCity 298.15 K, C p == :2jLW J . mol I. K -I 

One temperature. 
Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ -C 
Evaluation A 

C lOH 18 Oiq) 88SHI/OGA2 
cis-Decahydronaphthalene; cis-Decalin 
Heat Capacity 298.15 K. Cp ==232.20J·mol- I.K- I 

One temperature. 
Molecular Weight 138.2522 
Wiswesser Line Notation LobTJ -C 
Evaluation A 

cis-Decah ydronaphtha1ene; c i s-Decalin 
890HNIFUJ 

Heat Capacity 298.15 K, Cp =232.08J.mol- I·K- 1 

One temperature. 
Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ -C 
Evaluation B 

C lOH18 (liq) 49PARIHAT 
trans-Decahydronaphthalene: trans-Decalin 
Heat Capacity 298.15 K, Cp =217.72J.mol- I .K- 1 

Temperature range 80 to 298.15 K. 
Phase Changes 
c/liq 242..1- K. 

:\lolecular \Veight 138.2522 
\"'iswesser Line ~otation L66TTJ -T 
Evaluation B 

~H=3244 J·mol- I 

.:lS= 13.4 J ·mol- I
• K- 1 

53SEY 
trans-Decahydronaphthalene; trans-Decalin 
Heat Capacity 298 K, C p = 226.86 J. mol-I. K- I 

Temperature range 293 to 413 K. 
Molecular Weight 138.2522 
Wi"wf'_",,,pr T .inf' Notlltion T .hhTJ -T 

Evaluation B 

trans-Decahydronaphthalene; trans-Decalin 
57MCCIFIN 

Heat Capacity 298.15 K, Cp =228.49 J·mol- I. K- I 

Temperature range 10 to 350 K. 
Entropy 298.15 K, S=264.93 J·mol- I. K- I 

Phase Changes 
c,II1c,I 216.1 K, 

c,Illiq 230.18 K, 

AH=2135.5 J·mo!-I 
AS=9.88 J·mol- I. K- I 

AR-9489 Jmol- I 

AS=41.22 J·mol- I. K- I 

Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ -T 
RVIIJIIlItion A 

trans-Decahydronaphthalene; trans-Decalin 
63GUD/CAM 

Heat Capacity 313 K, Cp =250.6 J·mol- I. K- 1 

Temperature range 313 to 423 K. 
Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ T 

Evaluation C 

C 1oH 18 (li4) 88SHIIOGA 
trans-Decahydronaphthalene; trans-Decalin 
Heat Capacity 298.15 K, Cp =229.l7 J·mol- I. K- I 

One temperature. 
Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ -T 
Evaluation A 

trans-Decahydronaphtrnilene; trans-Decalin 
88SHIIOGA2 

Heat Capacity 298.15 K, Cp =229.17 J.mol- I . K- I 

One temperature. 
Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ -T 
Evaluation A 

trans-Decahydronaphthalene; trans-Decalin 
890HNIFUJ 

Heat capacity 2YlU5 K, Cp =229.17 J·mol-I·K- I 

One temperature. 
Molecular Weight 138.2522 
Wiswesser Line Notation L66TJ -T 
Evaluation B 

CIOH1SO (Jiq) 33KOL/UDO 
2.6-Dimethylocta-2, 7 -dien-6-ol; Coriandrol; Linalool 
Heat Capacity 293.1 K, Cp =372.4J·mol- I .K- 1 

One temperature. 
Molecular Weight 154.2516 
Wiswesser Line Notation IYl&U3XQl&lUl 
Evaluation C 
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ClOH1SO (liq) 34KOLlUD02 
2,6-Dimethylocta-2,7-dien-6-01; Coriandrol; Linalool 
Heat Capacity 293.1 K, Cp =372.4J.mol- I .K- I 

One temperature. 
Molecular Weight 154.2516 
Wiswesser Line Notation lYl&U3XQl&lUl 
Evaluation C 

CloHlS04 (liq) 
Ethyleneglycoldibutanoate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 202.2498 
Wiswesser Line Notation 3V020V3 
Evaluation A 

ClOH1S0 4 (c) 
Sebacic acid 
Phase Changes 
clliq 404.0 K, 

Molecular Weight 202.2498 
Wiswesser Line Notation QV8VQ 
Evaluation B 

ClOHl9NOz (liq) 
Diethylaminoethyl methacrylate 
Phase Changes 
c/liq 207.5 K, 

Molecular Weight 185.2656 

86NILIWAD 

Cp =380.3 J.mol- I. K- I 

74CINIBER 

i1H=40R07 J.moj-I 
I1S= 101.0 J·mol- t • K- I 

85KARlABD2 

I1H= 13080 J·mol- I 

I1S=63.04 J·mol- I. K- I 

Wiswesser Line Notation lUY1&V02N2&2 
Evaluation A 

ClOH l90 zTI (c) 
Thallium (I) n-decanoate 
Heat Capacity 300 K, 

Temperature range 6 to 480 K. 
Entropy 300 K, 
Phase Changes 
c,V/c,IV 232.4 K, 

c,lV/cJII 288.6 K, 

c,IIIJc,II 306.8 K, 

cJIJcJ 405.0 K. 

c,IJliq 405.0 K, 

Solid-mesophase. 
liq/liq 484.0 K, 

Mesophase-isotropic liquid. 
Molecular Weight 375.6289 
Wiswesser Line Notation OV9 .TL 
Evaluation A 

88LOP/CHE 

S=403.3 J ·mol- I. K- I 

I1H=2411 J·mol- I 

IiS= 10.39 J·mol- I . K- I 

I1H=599 J'mol- I 

I1S=2.08 J·mol- I. K- I 

I1H=4240 J·mol- I 

IiS= 13.89 J .mol- I . K- I 

I1H=3974 J·mo\-I 
I1S= 12.14 J·mol- I

. K- I. 
I1H=5670 J·mol- I 

!\S= 13 97 I.mol- I . K- I 

!::.H=2552 J·mol- I 

I1S=5.24 J·mol- I . K- I 

., PI'''!~ r.hpm Q",f n~t~ \/n' ?I:\ Nn 1 1 QQI; 

ClOHzo (c) 
2,2,5,5-Tetramethylhex-3-ene 
Phase Changes 
c,IIIJc,II 235.7 K, 

c,IIJc,I 243.5 K, 

c,IJliq 268.8 K, 

Molecular Weight 140.2688 

I1H= 1210 J·mol- I 

I1S=5.13 J·mol- I. K- I 

I1H=4330 J·mo!-I 
I1S=17.8 J·mol- I. K- I 

I1H= 10250 J·mol- I 

I1S=38.1 J·mol-I·K- I 

80BY: 

Wiswesser Line Notation lXl&1&lUlX1&1&1 
Evaluation A 

C1oHzo (liq) 
I-Decene 
Heat Capacity 298.15 K, 

Temperature range 11 to 360 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIic,I 198.3 K, 

c,IJIiq 206.89 K, 

Molecular Weight 140.2680 
Wiswesser Line Notation 9U 1 
Evaluation A 

57MCCIFIN 

I1H=7950 J·mol- I 

I1S=40.09 J·mol- I. K- I 

I1H=13807 J·mo!-I 
I1S=66.74 J·mol- I. K- I 

C lOH20 (liq) 63GUD/CAJ\ 
1,4-Diethy lcyclohexane 
Heat Capacity 313 K, Cp =261.1 J·mo!-I·K- I 

Temperature range 313 to 423 K. 70% cis, 30% trans. 
Molecular Weight 140.2680 
Wiswesser Line Notation L6TJ A2 D2 
Evaluation C 

CIOHzo (liq) 63GUD/CAJ\ 
Diethylcyc10hexane 
Heat Capacity 313 K, Cp =261.9 J·mol- I . K- I 

Temperature range 313 to 423 K. 
Molecular Weight 140.2680 
Wiswesser Line Notation L6TJ A2 X2 
Evaluation C 

CIOHzo (liq) 
n-Butylcyclohexane 
Hellt Cllpllcity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K. 
Phase Changes 
r/liq 19847 K. 

Molecular Weight 140.2680 
Wiswesser Line Notation L6TJ A4 
Evaluation A 

tert -B uty lcyclohexane 
Heat Capacity 313 K, 

Temperature range 313 to 423 K. 
Molecular Weight 140.2680 

65FIN/ME: 

!\H= 141 59 T.moj-I 
I1S=71.36 J·mol- I. K- I 

63GUD/CA:-' 

Wiswesser Line Notation L6TJ AXl&I&1 
Evaluation C 
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C1oH2oBrFeN2S4 (c) 83YOS/SOR 
Bromo bis(N,N-diethyldithiocarbamate) iron (III) 
Heat Capacity 298.095 K, C p =434.5 J . mol-I. K- 1 

Temperature range 0.4 to 393 K. Unsmoothed experimental datum. 
Phase Changes 
c,IVIc,III l.347 K 

Lambda type ferromagnetic transition. 
c,lll/c,II 9 K, I:::..H=97.0 J·mol- I 

1:::..5=11.05 J·mol-I·K- 1 

Schottky type anomaly. !::..I:::..H and 1:::..1:::..5 values are the total of both 
transitions. 

c,II1c,I 265.7 K, 

Non-magnetic phase transition. 
Molecular Weight 432.2724 

I:::..H=1960 J·mol- I 

1:::..5=7.51 J·mol- I • K- 1 

Wiswesser Line Notation SUYS&N2&2 2 .FE E 
Evaluation A(Phase changes), C(Cp ) 

Values given for sample A. (see text) 

CIOHzoFeIN2S4 (c) 80YOS/SOR 
lodo bis(N,N-diethyldithiocarbamato) iron (III) 
Heat Capacity 296.531 K, Cp =435.6J.mol- I.K- 1 

Temperature range 0.4 to 300 K. Data given from 0.4 to 19.8 K via 
3He calorimeter, and from 14 to 300 K via an adiabatic calorimeter; 
unsmoothed experimental datum. 

Phase Changes 
c,llIlc,I1 1.93 K, I:::..H= 13.2 J·mol- I 

1:::..5=5.57 J·mol-I·K- I 

Total entropy and enthalpy given for an anti ferromagnetic to 
para-magnetic phase transition with a maximum at 1.937 K and a 
Schottky-type anomalies around 12 K are 11.36 J . mol-I. K -I and 
134.5 J . mol-I, respectively, for the temperature range 0.4 to 40 K. 

Molecular Weight 553.9950 
Wiswesser Line Notation SUYS&N2&2 2 .FE I 
Evaluation A 

C1oH200 Oiq) 80DYANAS 
Decanal; Capric aldehyde; Capraldehyde 
Heat Capacity 

Temperature range 50 to 350 K. 
Phase Changes 
C/liq 269.47 K, I:::..H=30600J·moI- 1 

97.10 mol% purity. 
Molecular Weight 156.267-1 

Wiswesser Line Notation VH9 
Evaluation B 

1:::..5= 113.6 J·mol- I . K- I 

Manuscript deposited in Cent. Sci. Res. Inst. Tech. Eng. 
Pf>trnchf':mic~k Jilly ?T 1 CJ7CJ 

C lOH200 Oig) 82DYAIVAS 
DecanaL Capric aldehyde; Capraldehyde 

Entropy 298.15 K, 5=429.5 J ·mol- I. K- I 

Phase Changes 
c/!iq I:::..H=34500J·mol- 1 

Molecular Weight 156.2674 
Wiswesser Line Notation VH9 
Evaluation B 

C IOH200 (liq) 84VASIPET 
Decanal; Capric aldehyde; Capraldehyde 
Heat Capacity 298.15 K, Cp=319.67 J ·mol- I. K- I 

Temperature range IO to 337.5 K. 
Entropy 298.15 K, S=429.46J·mol- I·K- 1 

Phase Changes 
clliq 269.25 K 
Molecular Weight 156.2674 
Wiswesser Line Notation VH9 
Evaluation A 

ClOH200 2 (c) 
Decanoic acid; Capric acid 
Phase Changes 
c/liq 300.1 K, 

Molecular Weight 172.2668 
Wiswesser Line Notation QV9 

Evaluation C 

1889EYK 

I:::..H=29217 J·mol- I 

1:::..5=97.4 J·mol- I. K- I 

CIOHlOOl (c) 24GARIRAN 
Decanoic acid; Capric acid 
Heat Capacity 285 K, Cp =361.1 J·mol-I·K- 1 

Temperature range 0 to 65 "c. Mean value 0 to 24 "C. 
Phase Changes 
clliq 304.4 K, !::..H=27990 J·mo!-I 

I:::..S=92.0 J·mol- I. K- I 

Molecular Weight 172.2668 
Wiswesser Line Notation QV9 
Evaluation B 

ClOH200 2 (c) 
Decanoic acid; Capric acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 345 K. 
Phase Changes 
c,I1liq 304.55 K, 

Molecular Weight 172.2668 
Wiswesser Line Notation QV9 
Evaluation B 

82SCHlMIL2 

I:::..H=27798 J·mol- I 

1:::..5=91.28 J·mol- I . K- I 

ClOH22 (Jiq) 10PARIHlJF 
n-Decane 
Heat Capacity 295.5 K, Cp =309.6J·mol- I.K- 1 

Temperature range 242 to 296 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation B 

n-Decane 
3IHUFIPAR 

Heat Capacity 297.7 K, Cp =311.3J.mol- I.K- 1 

Temperature range 91 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=428.9 J·mol- I. K- 1 

Extrapolation below 90 K, 92.05 J ·mol- I. K- 1
• 

Phase Changes 
cl!iq 243.1 K, I:::..H = 28778 J . mol-I 

1:::..5= 118.4 J ·mol- I . K- I 

Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation B(Cp)'C(S) 
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ClOH22 (liq) 
n-Decane 
Heat Capacity 298.15 K, 

Temperature range 278 to 318 K. 
Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation A 

CloH22 (liq) 
n-Decane 
Heat Capacity 299.8 K, 

T~mperature range 80 to 200 0 F. 
Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

ClOH22 (liq) 
n-Decane 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 243.51 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation A 

CloH22 (liq) 
n-Decane 
Heat Capacity 298 K, 

Temperature range 300 to 463 K. 
Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

ClOH22 (liq) 
n-Decane 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation lOH 

Evaluation B 

ClOH22 (li4) 
n-Decane 
Heat Capacity 

One temperature. 

298.15 K, 

l\lolccular Weight 142.2838 

Wiswesser Line Notation lOR 
Evaluation A 

CIOH22 Oiq) 
n-Decane 
Heat Capacity 298 K, 

Temperature range 298, 323, 363 K. 
Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation B 

470SB/GIN 

52SCHISAG 

54FIN/GR02 

Cp =314.47 J·mol- I . K- I 

S=425.89 J·mol- I. K- I 

~H=28715 J·mo!-I 
~S=117.92 J·mol- I. K- I 

75GRIlRAS 

79GROIHAM 

82WILIINO 

82ZAR 
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ClOH22 (liq) 
n-Decane 
Heat Capacity 

One temperature. 
293.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

CloH22 (Jiq) 
n-Decane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

C1oH11 (Iiq) 
n-Decane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

ClOH22 (liq) 
n-Decane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

n-Decane 

83SID/SVl 

84GROIIN< 

84ROUlGR< 

~)tlAL/tlK 

85COSIPA 

Heat Capacity 298.15 K, Cp =314.82 J·mol- I . K- I 

Temperature range 283.15, 298.15, 313.15 K. 
Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

ClOH22 (liqr' 
n-Decane 
Heat Capacity 29~U ') K, 

One temperature. 
Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

n-Decane 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation B 

CIOH22 (liq) 
n-Decane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation lOR 
Evaluation A 

85LAIIROJ 

85LAIIR01 

85LAIIWI 
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86GATIWOO 

n-Decane 
Heat Capacity 298.15 K, Cp =313.56 j ·mol- I

. K- I 

Temperature range 298.15 to 368.15 K. 
Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation C 

C1oH22 (liq) 

n-Decane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation IOH 
Evaluation B 

CwHu (liq) 

n-Decane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 14??838 

Wiswesser Line Notation lOH 
Evaluation B 

C1oHZ2 (Iiq) 
n-Decane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation B 

C1oH22 (liq) 
n-Decane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation IOH 
Evaluation B 

n-Decane 

86TARIAIC 

Cp =315.46 j·mol- I . K- I 

87WILIING 

88ANDIPAT 

Cp =315.46 j·mol- l • K- 1 

88COS/HUU 

88 KUZ/KHA 

Heat Capacity 298.23 K, Cp =315.0J.mol- I .K- 1 

Temperature range 293 to 420 K. p=O.1 MPa. Un smoothed 
experimental datum given as 2.214 kJ/kg· K. 

Molecular Weight 142.2838 
Wiswesser Line Notation lOH 
Evaluation B 

CIOHn (liq) 
n-DE'canE' 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation A 

CIOHu (Jiq) 
n-Decane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 142.2838 
Wiswesser Line Notation IOH 
Evaluation B 

88PERJAIC 

Cf!=313.46 J·mol- I. K- 1 

88PINfBRA 

C,,=313.13 j·mo]-I. K- 1 

91BAN/GAR 

n-Decane 
Heat Capacity 318.15 K, Cp =323.87 J·mol-I·K- 1 

Temperature range 313 to 373 K. p=O.I MPa. 
Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation B 

CIOH22 Oiq) 
. n-Decane 

Heat Capacity 
One temperature. 

298.15 K, 

Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation B 

ClOH22 Oiq) 
n-Decane 
Heat Capacity 298.9 K, 

One tcmperClture. p-O.l MPCl. 

Molecular Weight 142.2838 
Wiswesser Line Notation 10H 
Evaluation B 

91TRE/COS 

93CZA2 

Cp =314,45 J'mol- I. K- l 

ClOH22 Oiq) 30PARIHUF 
2,7 -Dimethyloctane 
Heat Capacity 295.0 K, Cp =301.7 J·mol-I·K- I 

Temperature range 223 to 295 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 142.2838 
Wiswesser Line Notation lYl&4YI&1 
Evaluation B 

CIOH22 Oiq) 41PARIWES 
5-Methylnonane 
Heat Capacity 298.1 K, Cp =314.43 J·mol- I. K- I 

Temperature range 80 to 300 K. 
Entropy 298.1 K, 5=423.8 J·mol- I. K- I 

Extrapolation below 80 K, 81.09 J ·mol- I. K- 1• 

Phase Changes 
clliq 186.7 K, AH=16640J·mol- 1 

Molecular Weight 142.2838 
Wiswesser Line Notation 4Y4&1 
Evaluation B(Cp)'C(S) 

ClOH22 (Jiq) 
4-Methylnonane(DL) 
Ht:al CapadtJ 298.1 K. 

Temperature range 80 to 300 K. 

AS=89.13 ]'mo]-I'K- I 

41PARIWES 

Entropy 298.1 K, S=425.5 J-mol- I. K- 1 

Extrapolation below 80 K, 78.99 J. mol-I. K -I. 
Phase Changes 
c/liq 174.7 K. 

Molecular Weight J 42.2838 
Wiswesser Line Notation 5Y3& I -DL 
Evaluation B(C,,),C(S) 

AH= 15188 J·mo!-I 
AS=86.94 J ·mol- I. K- 1 
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C10H22 (Iiq) 
3-Methylnonane(DL) 
Heat Capacity 298.1 K, 

Temperature range 80 to 300 K. 

41PARIWES 

Entropy 298.1 K, S=427.2J·mol- I·K- 1 

Extrapolation below 80 K, 77.70 J. mol-I. K- I. 
Phase Changes 
c/liq 188.5 K, I::.H= 18698 J·mol- I 

AS=99.20 J·mol- I. K- I 

Molecular Weight 142.2838 
Wiswesser Line Notation 6Y2&1 -DL 
Evaluation B(Cp)'C(S) 

ClOH22 (Iiq) 
2-Methylnonane 
Heat Capacity 298.1 K, 

Temperature range 80 to 300 K. 

41PARIWES 

Entropy 298.1 K, S=420.1 J.mol- I . K- I 

Extrapolation below 80 K, 81.42 J·mol- I. K- I. 
Phase Changes 
clliq 198.8 K, I::.H= 17489 J·mo!-l 

fl.S=87.97 I.mol- I . K-l 
Molecular Weight 142.2838 
Wiswesser Line Notation 7Yl&1 
Evaluation B(Cp),C(S) 

CloH22N2010 (c,I) 
Urea-trioxane inclusion compound 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Phase Changes 

77CLAICLE 

c,IV/c,III 189.91 K, I::.H=715.1 J·mol- t 

AS=3.77 J·mol- I. K- I 

AS given in article does not agree with AH and T. 
c,IIIIc,II 200.8 K, AH=633.5 J·mol- I 

AS=3.15 J·mol- I. K- I 

I::.S given in article does not agree with AH and T. 
c,II1c,I 242.51 K, AH = 1878 J. mol-I 

AS=7.74 J·mol- I. K- I 

AS given in article does not agree with AH and T. 
Molecular Weight 330.2912 
Wiswesser Line Notation T60 CO Eon 3 &ZVZ 
Evaluation A 

ClOH22N4 (Iiq) 
Dipiperazinylethane 
Heat Capacity 413 K, 

Temperature range 413 to 473 K. 
Molecular Weight 174.2886 
Wiswt:1;1;t:r Liut: Nutatiuu ToM DNTJ D2- DToM DNTJ 

Evaluation D 

('10"220 (lif!) 
I-Decanol; n-Decyl alcohol 
Heat Capacity 303.15 K, 

One temperature. 
Molecular Weight 158.2832 
Wiswesser Line Notation Q 10 
Evaluation B 

I-Decanol: n-Decyl alcohol 

88BOB/KAM 

7')WOV/KAT 

79GRIIYAN 

Heat Capacity 305.79 K, C p = 377.8 J. mol-I. K- 1 

Temperature range 305 to 463 K. p=0.98 bar. 
Molecular Weight 158.2832 
Wiswesser Line Notation Q I 0 
Evaluation B 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 

ClOH220 (liq) 
I-Decanol; n-Decyl alcohol 
Heat Capacity 30 I K, 

Temperature range 30 I to 461 K. 
Phase Changes 
liq/g 323.15 K, 

No pressure measurement. 
Molecular Weight 158.2832 
Wiswesser Line Notation Q 1 0 
Evaluation B 

79SVE 

AH=78180 J·mol- t 

AS=241.93 J·mol- t • K- t 

C lOH220 (Iiq) 85COSIPAT 
I-Decanol; n-Decyl alcohol 
Heat Capacity 298.15 K, Cp =369.96 J·mol- t • K- t 

Temperature range 283.15,298.15,313.15 K. 
Molecular Weight 158.2832 
Wiswesser Line Notation Q 10 
Evaluation B 

C lOH220 (liq) 
I-Decanol; n-Decyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 158.2832 
Wiswesser Line Notation Q 10 
Evaluation B 

88ANDIPAT 

C lOH220 (liq) 88NAZIBAS 
I-Decanol; n-Decyl alcohol 
Heat Capacity 304.05 K, Cp =387.8 J·mol- I. K- I 

Temperature range 304 to 497 K. p=O.1 MPa. Unsmoothed 
experimental datum given as 2.45 kJ/kg· K. C p data given at'pressures 
from 0.1 to 50 MPa. 

Molecular Weight 158.2832 
Wiswesser Line Notation Q I 0 
Evaluation B 

3,7-Dimethyl:l-octanol 
88CAC/COS 

Heat Capacity 298.15 K, Cp =367.21 J·mol-I·K- I 

One temperature. 
Molecular Weight 158.2832 
Wiswesser Line Notation Q2Yl&3Yl&1 
Evaluation B 

ClOH220 (Jiq) 

4-Propyl-4-heptanol 
88CAC/COS 

Heat Capal'ity 'Jc)R 1') K. C
p

=446.60I.mo]-I.K- 1 

One temperature. 
Molecular Weight 158.2832 
Wiswesser Line Notation QX3&3&3 
Evaluation B 

ClOH 220 Oiq) 
5-Decanol 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 158.2832 
Wiswesser Line Notation QY5&4 
Evaluation B 

88CAC/COS 



HEAT CAPACITIES AND ENTROPIES OF ORGANIC COMPOUNDS 323 

C IOH220 2 (Jig) 47CONlELV 
6-Methyl-5,7-dioxaundecane; Acetaldehyde dibutyl acetal 
Heat Capacity 298 K, Cp =352.20J.mol- 1·K- 1 

Temperature range 298 to 353 K. 
Molecular Weight 174.2826 
Wiswesser Line Notation 40Yl&04 
Evaluation B 

CIOH 220 5 (Jiq) 
2,5,8,11,14-Pentaoxapentadecane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 222.2808 

91TRE/COS 

Wiswesser Line Notation 10202020201 
Evaluation B 

C lOII220 6 (liq) 79STCffAM 
1,14-Dihydroxy-3.6,9J 2-tetraoxatetradecane; Pentaethylene glycol 
Heat Capacity 298 K, Cp =515.5J.mol- I .K- 1 

Temperature range 273 to 513 K. 
Molecular Weight 238.2802 

Wiswesser Line Notation Q202020202Q 
Evaluation B 

CIOH22S (Jiq) 
I-Decanethiol; n-Decyl mercaptan 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 174.3438 
Wiswesser Line Notation SHIO 
Evaluation A 

C IOH22S (Jiq) 
I-Decanethiol; n-Decyl mercaptan 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 247.86 K. 

Molecular Weight 174.3438 
Wiswesser Line Notation SH 10 
Evaluation A 

!-Decam:llJiul; n-Decyl mercapran 
Heat Capacity 300 K, 

66GOOIDEP 

70FIN/MCC 

S=476.13 J·mol- I • K- I 

tlH=33317 J·mol- I 

tlS= 134.42 J ·mol- l . K- I 

82TUT/GAB 

CI'=365.44 J·mol- I. K- I 

Temperature range 273 
+8.824X 1O-5T2. 

to 373 K. C,,=346.70+3.600X 1O-2T 

Molecular Weight 174.3438 
Wiswesser Line Notation SH I 0 
Evaluation B 

Oi-n-pentylammonium chloride 
88VANIWHI 

Heat Capacity 296.32 K. C,,=353.9J·mol- I .K- 1 

Temperature range 25 to 350 K. Un smoothed experime'ntal datum. 
Phase Changes 
c,IIIc.I 2·+3.8-1- K. 

Molecular Weight 193.7593 
Wiswesser Line Notation 5M5 &GH 
Evaluation A 

j.H= 1312.5 J·mol- 1 

.:lS=5.38 J·mol- I . K- I 

80CLAISTE 
Cyclam; 1,4,8,11-Tetraazacyclotetradecane 
Heat Capacity 298.15 K, Cp =374.61 J·mol-I·K- I 

One temperature. Cp given as 1.87 J.g-I·K- I. 
Molecular Weight 200.3264 
Wiswesser Line Notation T14M OM HM KMTJ 
Evaluation B 

CIOH24N4·Cu(N03}z (c) 80CLAISTE 
Bis(nitrato)(l,4,8, I 1-tetraazacyclotetradecane) copper (II); 1,4,8,11-
Tetraazacyclotetradecane copper (II) nitrate 
Heat Capacity 298.15 K, Cp =915.40 J·mol- I. K- I 

One temperature. C p given as 2.36 J . g -I. K'-I . 
Molecular Weight 387.8822 
Wiswesser Line Notation T14M DM HM KMTJ &.CU .. N-03*2 
Evaluation B 

CloH2SN5 (Jiq) 88BOB/KAM 
N-(2-Aminoethyl-N' -[(2-aminoethyI)2-aminoethyl] piperazine 
Heat Capacity 333 K, C" = 524 J . mol-I. K- 1 

Temperature range 333 to 473 K. 
Molecular Weight 191.3190 
Wiswesser Line Notation T6N DNTJ A2M2Z D2Z 
Evaluation D 

CIOH26N6S3 (c,I) nCOP/GAN 
Cycloheptane-thiourea adduct; Thiourea-cycloheptane adduct 
Heat Capacity 298.15 K, Cp = 148.3 J ·mol- I. K- 1 

Temperature range 12 to 300 K. Values for one mole of thiourea. 
Entropy 298.15 K, S= 179.0 J·mol- I. K- I 

Does not include possible zero-point entropy. 
Phase Changes 
c.V/c,IV 162.4 K, tlH=368 J·mo!-I 

c,IV/c,III 241 K, 

dIVc,II 262 K, 

tlS =2.24 J ·mol- I. K- I 

tlH=568J'mol- 1 

tlS=2.36 J·mol- I. K-! 
tlH=93 J ·mo!-: 
tlS=0.36 J·mol- I. K- I 

Shallow hump at 270 to 290 K, tlH=4802 J·mol- I (thiourea), 
tlS=34.50 J ·mol- I. K- I. 

Molecular Weight 326:5356 
Wiswesser Line Notation ZYZUS 3 &L7TJ 
Evaluation A 

CIOH2603SiJ (Jiq) 87DZH/KUL3 
1.1.3,3-Telraelhyl-5.5-dimclhylcyclotrisiloxane 
Heat Capacity 298.15 K, Cp =502.8J.mol- I.K- 1 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 

c,lVc,l 

c,I/liq 

195-210 K, 

260.03 K, 

Molecular Weight 278.570 I 

5=616.9 J ·mor· l • K- 1 

tlH= 131 j·mol- I 

tlS=0.946 J ·mol- I . K- I 

t:..H=9522 J ·mol- I 

tlS=36.75 J ·mol- I • K- 1 

\Viswesser Line Notation T6-SI-0-SI-O-SI-OTJ A2 A2 C2 C2 EI El 
Evaluation A 
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ClOHzsOsU (liq) 
Uranium pentaethylate 
Heat Capacity 298.15 K, 

Temperature range 20 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
c,Wc,l 223.8 K, 
c,l/liq 257.5 K, 
Molecular Weight 403.2785 

65FERlSCO 

Cp = 392.4 J·mol- I . K- I 

5=561.6 J·mol- I. K- I 

ilH= 14034 J·mol- I 

ilH=2375 J·mol- I 

Wiswesser Line Notation 20-U-02&02&02&02 
Evaluation A 

CtoH28C14MnNz (c) 
Tetrachlorobis-(pentylammonium) manganese II 

75BOC/ARR 

Phase Changes 
c.IV/c.III 

c,IIl/e,I1 

c,II/e,1 

203 K. 

208 K, 

364 K, 

Molecular Weight 373.0946 

ilH=53.2 J·mol- I 

ilS=0.26 J·mol- I . K- I 

ilH=506.8 J·mol- I 

il5=2.43 ]·mol- I. K- I 

ilH=3.6 J ·mol- I 

ilS=0.009 J·mol- I. K- I 

Wiswesser Line Notation 5ZH 2 .MN G4 
Evaluation A 

ClOHzsCI4NzZn (c) 
Bis-pentylammonium tetrachloro zineate 
Heat Capacity 300 K, 

Temperature range 55 to 355 K. 
Entropy 300 K, 

Phase Changes 
c,V/c,IV 141.5 K, 

c,lV/c,III 147.95 K, 

c,I1I1c,I1 249.95 K, 

c,lIlc,l 349.05 K, 

c,IIliq 437 K, 
Solid-isotropic liquid. 

Molecular Weight 383.5366 

84CUEITEL 

S=525.82 J·mol- I. K- I 

ilH=441 J·mol- I 

ilS=3.08 J·mol- I. K- I 

ilH=499 J'mol- I 

ilS=3.33 J·mol- ' · K- I 

ilH=3584 J ·mol- I 

ilS= 14.38 j·mol- I. K- I 

ilH=8672 J ·mol- I 

ilS=24.36 J·mol- I. K- I 

ilH =6800 J. mol-I 

Wiswesser Line Notation 5ZH 2 .ZN G4 
Evaluation B 

CIIH IO Oiq) 

I-Methylnaphthalene 
Heat Capacity 298.15 K, 

Temperature range 10 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c,lIlc,! 240.70 K. 

c,IIliq 242.70 K, 

Molecular Weight 1-1-2.2000 
Wiswesser Line Notation L66J B I 
Evaluation A 

57MCCIFIN 

I1H =4979 J. mol-I 

115=20.68 J·mol-I·K- I 

ilH=6945 J·mol- I 

115=28.62 J·mol- I . K- I 

CUHto (liq) 
2-Methylnaphthalene 

31HUFIPAF 

Heat Capacity 310.4 K, Cp =228.0 J·mol- I. K- I 

Temperature range 94 to 310 K. Value is un smoothed experimenta 
datum. 

Entropy 298.1 K, S=203.8 J·mol-I·K- I 

Extrapolation below 90 K, 65.86 J ·mol- I . K- I . Value is for crystal. Di, 
not observe transition at 288 K with ilS=19.2J·mol- I·K- I. 

Phase Changes 
c/liq 307.2 K, 

Molecular Weight 142.2000 
Wiswesser Line Notation L66J Cl 
Evaluation B( C p),C(S) 

CuHto (liq) 
2-Methylnaphthalene 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phl:llie Chl:lugeli 

c,Il/c,1 

c,I/liq 

288.5 K, 

307.73 K, 

Molecular Weight 142.2000 
Wiswesser Line Notation L66J C 1 
Evaluation A 

(CUHlONzO)n (c) 
Poly-L-tryptophane 
Heat Capacity 300 K, 

Temperature range 220 to 390 K. 
Molecular Weight 186.2128 

ilH= 11966 J·mol- I 

ilS=39.0 J ·mol- I . K- I 

57MCCIFIt 

S=219.99 ]·mol- I. K- I 

ilH=5606 J·mol- 1 

il5=19.43 J·mol-I·K- I 

ilH= 12125 J·mol- I 

~S-39.40 I·mol- I . leI 

91ROI 

Wiswesser Line Notation I*VY1- DT56 BMJ &M*I -L 
Evaluation B 

(CllHlONzO)n (c) 93 ROLIXEi' 
Poly-L-tryptophane 
Heat Capacity 300 K, C p = 190.6 J. mol-I. K- I 

Temperature range 220 to 390 K. 
Molecular Weight 186.2128 
Wiswesser"Line Notatioii I*VY1- DT56 BMJ &M*I -L 
Evaluation B 

CUHlO04 (c) 
p-Methacryloyloxybenzoic acid 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 

Phase Changes 

84LEB/LEJ 

clliq 455 K, ilH=34000 J·mol- I 

il5=75 J·mol- I. K- I 

Molecular Weight 206.1976 
Wiswesser Line Notation QVR DOVY1&U1 
Evaluation A 

(CllH lO0 4)n (gls) 
Poly-p-methyacryloyloxybenzoic acid 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 

84LEB/LEI 

Entropy 298.15 K, S=261.5 J·mol-I·K- I 

Molecular Weight 206.1976 
Wiswesser Line Notation I*X 1 * & 1& VOR DVQI 
Evaluation A 

T(glass)=316 K. 
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Cn H lIF6FeP (c) 86S0RlSHI 
(Cyc!ohexatriene)( cycJopentadienyI) iron(II) hexafluorophosphate 
Heat Capacity 

Temperature range 12 to 393 K. Data given graphically. 
Phase Changes 
c,V!cJV 158.3 K, AH=1l90 J·moJ- 1 

AS=8.01 J·mo!-I·K- 1 

c.IV!c,III 
c,IIlIc,II 
c,lIIc,l 

265.9 K 
280.2 K 
321.5 K, AH=4540 J·mol- 1 

AS= 14.55 J. mol-I. K- 1 

AAH and AAS are total of c,IV/c,III; c,III/c,U; and c,llIc,1 transitions. 
Molecular Weight 344.0191 
Wiswesser Line Notation L6¢J ¢-FE- ¢JL5¢JJ &PFFFFFF 
Evaluation A 

C u H 12Nl O (c) 41SAT/SOG2 
Antipyrene 
Heat Capacity 323 K, C p = 268.2 J. mo]-l . K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 188.2286 
Wiswesser Line Notation T5NNVJ Al BR& EI 
Evaluation C 

Same data as 40SAT/SOG3. 

CllH12Nz0 2 (c) 63COUHUT 
Tryptophane{L) 
Heat Capacity 298.15 K. Cp =238.15] ·mol- I. K- I 

Temperature range 11 to 305 K. 
Entropy 298.15 K, S=251.04 J·mol- I. K- I 

Molecular Weight 204.2280 
Wiswesser Line Notation T56 BM] D 1 YZVQ -L 
Evaluation A 

CuHuN204 (c) 4IHUF 
Hippurylglycine 
Heat Capacity 296.7 K, Cp =277.52] 'mol- I. K- 1 

Temperature range 85 to 297 K. 
Entropy 298.1 K. S=314.6J·mo\-I.K- 1 

Extrapolation below 90 K, 101.01 J·mol-I·K- 1• 

Molecular Weight 236.2268 
Wiswesser Line Notation QVIMVIMVR 
Evaluation . A(C,'),C(S) 

ClIH 120 2 (liq) 
Benzyl methacrylate 
Heat Capacity 296.6 K, 

One temperature. 
Molecular Weight 176.2146 
Wiswesser Line Notation IllY \ & VO I R 

Evaluation C 

58DVO 

C II H Il0 2 Oiq) 1881REI 

trans-Ethyl cinnamate 
Heat Capacity 298 K, Cp =274.1 J·mol- I. K-! 

Temperature range 289 to 465 K. 
Molecular Weight 176.2146 
Wiswesser Line Notation 20V lUI R -T 
Evaluation D 

Cl1 H 120 2 Oiq) 
4-Carbomethoxyhomocubane 
Heat Capacity 298 K, 

C p given as 0.391 cal. K - 1 • g - I . 
Phase Changes 
liq/g 303-343 K. 

Derived from vapor pressure measurements. 
Molecular Weight 176.2146 

84BECIRUE 

Wiswesser Line Notation L444 B4 D5 4ABCD ITJ AVO 1 
Evaluation B 

41SAT/SOG2 
Aminoantipyrene 
Heat Capacity 323 K, C p=294.6 J·mo\-l. K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 203.2432 
Wiswes,ller Line Notation TSNNVT Al RR& nz F.l 

Evaluation C 
Same data as 40SAT/SOG3. 

C Il H 14 (liq) 81LEE/FIN 
l,l-Dimethylindan 
Heat Capacity 298.15 K, Cp =249.4J.mol- I.K- 1 

Temperature range 10 to 400 K. 
Entropy 298.15 K, S=288.l J·mol-I·K- 1 

Phase Changes 
clliq 227.35 K, AH= 11993 J·mo!-I 
Molecular Weight 1411::>1111 
Wiswesser Line Notation L56 T &J BIB 1 
Evaluation A 

C lIH I4 (Jig) 
4,6-Dimethylindan 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
c/lig 256.45 K, 
Molecular Weight 14fi ?11 fi 

81LEE/FIN 

S=295.4 J·mol- I. K- I 

AH=12881 J·mol- 1 

Wiswesser Line Notation L56 T &J F 1 HI 
Evaluation ~ 

CU HI4 (Jig) 81LEE/FIN 
4,7-Dimethylindan 
Heat Capacity 298.l5 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, S=293.2 j·mol- I

• K- 1 

Phase Changes 
c/liq 272.635 K, AH=13517 J·mol-: 
Molp('ular Weight 146.2316 

Wiswesser Line Notation L56 T&J FI 11 
Evaluation A 

Cll H I4N2 (c) 81LEB/RYA 
Gramine; 3-Dimethylaminomethyl indole 
Heat Capacity Cp =" 283.5 J. mol- 1 • K- 1 

Temperature range 298 to 393 K. Data given over temperature range. 
Molecular Weight 174.2450 
Wiswesser Line Notation T56 BM] DINl&J 
Evaluation B 
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CnH l40 z (Jig) 
Ethyl hydrocinnamate 
Heat Capacity 298 K, 

Temperature range 289 to 457 K. 
Molecular Weight 178.2304 
Wiswesser Line Notation 20V2R 
Evaluation D 

en H .... °2 (r.) 
2,3,4,5-Tetramethylbenzoic acid 
He~t Capacity 298.15 K, 

One temperature. 
Molecular Weight 178.2304 

1881REI 

RRrmJJTM 

Wiswesser Line Notation QVR Bl Cl Dl El 
Evaluation B 

C IlH 140 2 (c) 
2,3,4,6-Tetramethylbenzoic acid 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 178.2304 

88COLIJIM 

Wiswesser Line Notation QVR Bl Cl Dl Fl 
Evaluation B 

C llH 140 2 (c) 88COLIJIM 
2,3,5,6-Tetramethylbenzoic acid 
Heat Capacity 298.15 K, Cp =23 1.7 l·mol- I·K- I 

One temperature. 
Molecular Weight 178.2304 
Wiswesser Line Notation QVR B I Cl El Fl 
Evaluation R 

CU H 140 3 (lig) 93GIM/AUD 
tert-Butyl peroxybenzoate 
Heat Capacity 

Temperature range 293 to 353 K. CpOiq)= 1.03+2.13e-3T(K) 11K· g 
(20 to 80°C). 

Molecular Weight 178.2304 

Wiswesser Line Notation IXI&I&OOVR 
Evaluation B 

82GYOIYOS 
Chloropentamethylbenzene 
Heat Capacity 300 K. C p =244.60 1 ·mol-I. K- I 

Temperature range 3 to 300 K. C p for phases II. III, and IV. 
Entropy 300 K, 5=311.481·mol-I·K-I 

Temperature range 300 K, S for phases II. III, and IV. 
Phase Changes 
c,IV/cJII 

c,IIIIc,II 

c.II'/c,II 

cJIl'/cJI 

~M.O K, 

153.5 K, 

180.4 K, 

187.2 K, 

..lJl=930J.mol- 1 

~S=I1.1 J·mol-I·K- I 

~H= 1330 l·mol- 1 

~S=8.8 J·mol- I. K- I 

!J.H= 1330 J·mol- I 

:J.S=7.7 J·mol-I. K- I 

!1H= 1500 J ·mol- I 

:J.S=8.5 J·mol- I . K- I 

Phase changes c.II'/c.II and c.III'/c.II are monotropic transitions. 
Molecular Weight 182.6925 
Wiswesser Line Notation GR B 1 Cl Dl El Fl 
Evaluation A 

.1. Phv". Chern. Ref. Data. Vol. 25. No.1. 1996 

Cn H1sN (c) 
l-Adamantyl cyanide 

87MEIIDO( 

Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 161.2462 
Wiswesser Line Notation L66 B6 /B-HI A B- C IB ITJ FCN 
Evaluation C 

CllH1SN (c) 

l-Adamantyl cyanide 
92ABB/Jllv' 

Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 161.2462 
Wiswesser Line Notation L66 B6 /B-HI A B- C IB ITJ FCN 
Evaluation B 

87MEIIDO 
l-Adamantyl isonitrile 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 161.2462 
Wiswesser Line Notation L66 B6 /B-HI A B- C IB ITJ FNC 
Evaluation C 

31HUFIPA 
Pentamethylbenzene 
Heat Capacity 283.8 K, Cp =251.0 l·mol- l . K- I 

Temperature range 92 to 304 K. Value is unsmoothed experiment 
datum. 

Entropy 298.1 K, 5=294.11·mol- I ·K- 1 

Extrapolation below 90 K, 102.9J.mol- I .K- I . 

Phase Changes 
c,IIIc,! 296.8 K, I::.H = 1979 J . mol- I 

1::.5=6.7 l·mol- l . K- I 

Molecular Weight 148.2474 
Wiswesser Line Notation lR Bl Cl Dl El 
Evaluation B(Cp),C(S) 

CllH16 (c) 33FERffH 
Pentamethylbenzene 
Heat Capacity 303 K, 

Temperature range 303 to 393 K. 
Phase Changes 
c,lIfc,! 296.35 K, 
c,IIliq 327.45 K, 
Molecular Weight 148.2474 

I::.H= 1799 J·mol- I 

I::.H= 12343 J ·mol-I 

Wiswesser Line Notation lR BI CI DI EI 
Evaluation C 

Pentamethylbenzene 
Heat Capacity 298.IK, Cp =270.3J.mol- I .K- 1 

44E 

Temperature range 25 to 200°C, equations only, in t C 

Cp (c)=0.3914+0.001760t cal·g- I
. C (25 to 40 C( 

C p(Jiq)=0,432+0.000425t cal· g-I. C- I (55 to 200°C). 
Phase Changes 
c/liq 328.2 K, 

Molecular Weight 148.2474 

I::.H= 10670 l·mol- 1 

1::.5=32.5 J·mol- I. K- 1 

Wiswesser Line Notation lR Bl CI Dl El 
Evaluation C 



HEAT CAPACITIES AND ENTROPIES OF ORGANIC COMPOUNDS 327 

CllHui (c) 89COLlnM 
Pentamethylbenzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 148.2474 
Wiswesser Line Notation lR Bl Cl Dl E1 
Evaluation C 

CnH16Si (liq) 

Viny Idimethy Ibenzy lsi lane 

Heat Capacity 298.15 K. 
Temperature, range 9 to 330 K. 

Entropy 298.15 K, 
Phase Changes 
c,IIIliq 19957 K, 

c,I1liq 204.14 K, 

Molecular Weight 176.3329 

79LEBILEB2 

S=399.4 J·mol- I , K- I 

~H=10900 J ·mol- I 

~S::::;54.6 J,mol- I • K- 1 

~H=11570 J·mol- I 

t:.S=56,7 I·mol- I • K- 1 

Wiswesser Line Notation lUl-SI-l&I&JR 
RV91nation A 

T(gJass):::: 145 K. 

CllHt6Si (Iiq) 
Ylnylclimelhylbenzylsllane 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 

Phase Changes 
c/Jiq 204.14 K, 

Molecular Weight 176.3329 

81LEBILEB 

S=399.4 ]·mor- I . K- 1 

t:.H= 11600 ]·mol- 1 

t:.S=:=56.7 J·mol- I • K- 1 

Wiswesser Line Notation lUJ-SI-l&l&lR 

Evaluation A 
T(glass)= 145 K. 

(CllH 16Si)u (gls) 8ILEB/LEB 
Polyvinyldimethylbenzylsilane 
Heat Capacity 298.15 K, Cp =31O.5J.mol- r ·K- 1 

Temperature range 5 to 330 K. Highly elastic state. 
Entropy 298.15 K S:::::294.0J·mol- 1·K- 1 

Highly elastic state. 

Molecular Weight 176.3329 
Wiswesser Une Notation 1* i Y* -SI-1. & 1 & 1 Ri 
Evaluation A 

T(gla~~)-279 K. 

(Cu H l6Si)u (gls) 
Polyvinyldimethylbenzylsilane 

Heat Capacity 298.15 K 
Temperature range 9 to 330 K. 

79LEBILEB2 

C,,=310.51· mol-l. K- r 

Entropy 298.15 K S=294.01·mo/- r ·K- 1 

Molecular Weight 176.3329 
Wiswesser Line Notation f*lY*-SI-l&I&IRi 
Evaluation A 

T(glass)=279 K. 

89ABB/JIM 

I-Adamantyl carboxamide 
Heat Capacit), 298,15 K. C" = 220.5 J. mol· 1 • K .- I 

One temperature. CI' given as 1.23 J .g-< K-'. 

Phase Changes 
c/g 298.15 K. 

Molecular'Veight 179.26 J.j. 

~H= 108000 J·mo1- 1 

~S===362.2 J·mo\-I. K- 1 

Wiswesser Line Notation L66 B6fB-H/DI A B- C 1 B ITJ BVZ 
Evaluation A 

(CllH17N30 3)n (c) 91ROL 
Poly-L-proline· glycine· proline copolymer 

Heat Capacity 300 K. Cp =300.1 J·mo!-I·K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 251.2846 

Wiswesser Line Notation /*V- BT5NTJ AVIMV- BT5NTJ A*/-L 
Evaluation B 

(CUH17N303)n (c) 93ROLIWUN 
PoIy-L-proline· glycine· proline copolymer 
Heat Capacity 300 K, Cp =300.1 J·mol-I·K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 251.2846 

Wiswesser Line Notation /*V BT5NTJ AVIMV- BT5NTJ A*/-L 
Evaluation B 

Cn HlSBrN (c) 
5-Phenylpentylammonium bromide 
Phase Chan2es 
c.Illc,l 345 K, 

Molecular Weight 244.1739 
Wiswcsser Line Notation Z5R &EH 
~valuation A 

89VANIWHI 

t:.H= 17600 J·mol- I 

~S=6.1 J·mol- I • K- 1 

CU H1SCIN (c) 89VANIWHI 
5-Phenylpentylammonim chloride 
Phase Changes 
c,II/c,I 359 K. ~H = 19500 J ·mol- I 

tlS =6.58 J ·mol- t • K- t 

Molecu[ar Weight 199.7229 
Wiswesser Line Notation Z5R &GH 
Evaluation A 

CllH20 (Jig) 62GOLIBEL 
Ethylhydroindan 

Heat Capacity 311 K, C p =281.6J.mol- I ·K- 1 

Temperatures 100, 200, 300 0 F. 
Molecular Weight 152.2790 

Wiswesser Line Notation L56TJ X2 
Evaluation C 

CllH20 Oiq) 
Ethylhydroindan 
Heat Capacity 313 K, 

Temperature range 313 to 423 K. 
Molecular Weight 152.2790 

Wiswesser Line Notation L56TJ X2 
Evaluation C 

C lI H 20 (fig) 
a-Methyldecalin 
Heat Capacity 311 K, 

Temperatures 100, 200. 300 C F. 
Molecular Weight 152.2790 
Wiswesser Line Notation L66TJ B 1 
Evaluation C 

63GUD/CAM 

62GOLfBEL 
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CuR 2/) (liq) 
a-Methyldecalin 
Heat Capacity 313 K, 

Temperature range 313 to 423 K. 
Molecular Weight 152.2790 
Wiswesser Line Notation L66TJ B 1 
Evaluation C 

CuHzo (liq) 
f3-Methyldecalin 
Heat Capacity 311 K 

Temperatures 100,200, 300 oF. 
Molecular Weight 152.2790 
Wiswesser Line Notation L66TJ C 1 
Evaluation C 

CuHw (liq) 
,8-Methyldecalin 
Ileat Capacity 313 K, 

Temperature range 313 to 423 K. 
Molecular Weight 152.2790 
Wiswesser Line Notation L66TJ Cl 
Evaluation C 

CUlllO (c) 
Bicyclo[3.3.3 ]undecane; Manxane 
Heat Capac'ty 298.1:5 K, 

One temperature. 
Phase Changes 
clg 298.15 K, 

Molecular Weight 152.279Q 
Wiswesser Line Notation T88 A B CTJ 

63 GUD/CAM 

Cp~266.5 J·mol-!·K-[ 

62GOLIBEL 

63GUD/CAM 

Cp=258.6 J·mol- I . K-[ 

75PARJSTE 

~H=6359.7 J·mo\-! 
AS=211'i.T.mn/-1• K-1 

Evaluation B(Cp )' A(Phase changes) 

CuIIzoOz (Iiq) 81LEBIYEV 
U ndecanoJactone 
Ileat Capacity 298.15 K, C p =:: 342.7 J. mol-I, K- I 

Temperature range 13.6 to 3M K. 0.92 mole % impurlly in sample. 
Entropy 298.15 K, S;:::: 369.5 J. mol-I, K- J 

Phase Changes 
cJIIc,I 250.2K. ~H=3360J'mol-1 

c,Vliq 275.33 K, 

l\Jo)ecular Weight 184.2718 
Wiswesser Line Notation T-12-VOTJ 
E~'aluation A 

C/lHZQ0 1 (liq) 
Undecano\act{)ue 

,,\,,'1= 1·t4 .T·m{)\-!· K-[ 

llH==12610 ]·mo)-\ 
J.S==45.8 J·mol- t • K- I 

81LEBIYEV2 

Heat Capacity 298.[5 K, Cp =342.7 J·mol-J·K- t 

Temperature range 13.8 to 388 K. 0.92 mole o/c impurity in sample. 
Entropy 298.15 K, 5=369.5 J ·mol- I • K- 1 

Phase Change5 
cJIIc.I 

c,I/liq 

250.2 K, 

275.33 K. 

Molecular Weight 184.2778 
Wiswesser Line Notation T-12-VOTJ 
Evaluation A 

J.H=3360 J·rno]-I 
AS"" 13.4 ]·mol- t • K- t 

AH= 126!O J'mol- I 

J.S:::;45.8 ]·mol- I . K- I 

.1 Phl!~ r.hAm RP.f Oat~. Vel, 25. Nc. 1. 1996 

CUHZ004 (c) 
Undecanedioic acid 
Phase Changes 
c/liq 385.0 K, 

Molecular Weight 216.2766 
Wiswesser Line Notation QV9VQ 
Evaluation B 

CUH210 ZTI (c) 
Thallium undecanoate 
Heat Capacity 

Temperature range 360 to 460 K. 
Phase Changes 
c,V/c,IV 306.2 K, 

c,IV/c,III 312.4 K, 

c,IIIfc,II 325.6 K, 

c,II1c,I 351.1 K, 

c,I/liq 404.2 K, 

Solid mCllopho.sc, 

Molecular Weight 389.6557 
Wiswesser Line Notation OVIO .TL 
Evaluation A 

74CINIBER 

AH=39652 J·mol- I 

AS=103.0]·mol- I ·K- 1 

89ROUITUF 

~H =3359 J ·mol- I 

AS= 10.98 ]·mot- I • K- I 

AH=2120 J·mol- I 

AS=6.82 J·mol-!· K- t 

~H=3442 J·mol-\ 
AS = 10.56 J 'mol- I , K-[ 

AH=7051 J·mo\-I 
AS=20.12 J·mol-I·K- 1 

AH=6103 J·mo!-t 
AS= 15.13 f·mol- t • K- I 

Mesophase-isotropic liquid transition, 477.1 K, rlH =:. 2302 Jimo! 
AS ""4.82 Jlmol·K. 

CuBzt (ljq) 
l-Undecene 
Heat Capacity 298.15 K, 

Temperature range 11 to 360 K. 
Entropy 298.15 K, 

Docs not include Su . 

Phase Changes 
c,IIlc,I 217.3 K, 

c,Illiq 223.99 K, 

Molecular Weight 154.2948 
Wiswesser Line Notation IOU 1 
Evalua.tion A 

CuHzzO (liq) 
6-Undecanone 
Heat Capacity 21)8.15 K, 

One temperature. An estimate. 
MOlecular Weight t 70.2942 
Wiswesser Line Notation 5V 5 
Evaluation B 

C UH2ZO Z (liq) 
Me.thylde.canoate; Methyl caprate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 186.2936 
Wiswesser Line Notation 9VOl 
Evaluation B 

57MCCIFIN 

rlH=9213 J·mol- t 

~S=42.40 J·mo]-J· K- 1 

~H=1{)99\ l'IDo\-t 
~S=75.86 J·mol- i . K- 1 

70HARIHE. 

79Fl" 
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CllH220 2 (c.I) 
Undecanoic acid 

24GARIRAN 

Heat Capacity 293 K, Cp=415.1 J·mol-I·K- I 

Temperature range 0 to 66°C. Mean value 14 to 21 0c. 
Phase Changes 
c,IIIc,l 

c,I/liq 

290 K, 

301.4 K, 

Molecular Weight 186.2936 
Wiswesser Line Notation QVlO 
Evaluation B 

CllH220 2 (c) 
Undecanoic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 330 K. 
Phase Changes 

c,Wc,I 290.3 K, 

c,I11iq 301.63 K, 

Molecular Weight 186.2936 
Wiswesser Line Notation QVlO 
Evaluation B 

CllH24 (liq) 
n-Undecane 

D.H=7700 J·mol- 1 

D.S=26.6 J·mol- I. K- I 

D.H=25 100 J ·mol- I 

D.S=83.3 J·mol- I. K- I 

82SCHIMIL 

D.H=8150 J·mol- I 

D.S=28.07 J·mol-I·K- I 

D.H=25980 J ·mol- I 

,1S~8(j.13 J·IIIUI- I • K- J 

31HUFIPAR 

Heat Capacity 298.0 K, C JJ = 342.7 J. mol-I. K- I 

Temperature range 92 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=464.0J·mol- 1·K- J 

Extrapolation below 90 K, 100.08 J. mol-I. K- I . 
Phase Changes 
c,II/c,I 

c,I1liq 

236.1 K, 

247.2 K, 

Molecular Weight 156.3106 
Wiswesser Line Notation 11H 
Evaluation B(Cp)'C(S) 

CllH24 (iiq) 
n-Undecane 
Hpat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.1 K, 
Phase Changes 
c,IIIc,I 236.6 K, 

c,IIliq 247.59 K. 

Molecular Weight 156.3106 
Wiswesser Line Notation IlH 
Evaluation A 

C n"24 (hq) 
2-Methyldecane 
Heat Capacity 298.15 K, 

Temperature range 11 to 390 K. 
Entropy 298.15 K, 
Phase Changes 
c/Iiq 224.31 K. 

Mult:cular Weight 1.:l6.3106 

Wiswesser Line Notation 8Y I & I 
Evaluation A 

D.H ==: 6339 J·mol- I 

D.S=26.8 J·mol- I. K- I 

D.H=22313 J·mol- I 

D.S=90.3 J ·mol- I. K- I 

54FIN/GR02 

~H==6858 J·mo!-I 
.lS=23.99 I·mol- t • K- I 

.lH=-22l79 J 'moI- 1 

.lS=89.58 I·mol- I. K- I 

71MESIFIN 

S=453.80 J ·mol- I. K- 1 

.lH=25087 J ·mol- I 

.lS= 111.84 J ·mol- I. K- 1 

CllH24 (liq) 84GRIlAND 
n-Undecane 
Heat Capacity 292.29 K, C p = 341.1 J. mol-I. K-l 

Temperature range 292 to 433 K. Unsmoothed experimental datum 
given as 2.181 kTlkg· K. 

Molecular Weight 1'i()110() 
Wiswesser Line Notation llH 
Evaluation B 

CllH240 (liq) 
l-Undecanol; n-Undecyl alcohol 
Heat Capacity 303 K, 

Temperature range 303 to 508 K. 
Molecular Weight 172.3100 
Wiswesser Line Notation QIl 
Evaluation B 

82VASIPET 

CuH240 (liq) 87NAZIBAL 
l-Undecanol; n-Undecyl alcohol 
Heat Capacity 303.65 K, Cp =414.8 J·mol- I. K- I 

Temperature range 303 to SOO K. p~O.l M.Pa. Unsmoothcu 

experimental datum given as 2.407 kJlkg· K. Cp data given from 303.65 
to 523.15 K for the pressure range 2.5 to 50 MPa. 

Molecular Weight 172.3100 
Wiswesser Line Notation Q 11 
Evaluation B 

CllH240 (liq) 
l-Undecanol; n-Undecyl alcohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 172.3100 
Wiswesser Line Notation Qll 

Evaluation B 

CllH240 (liq) 
l-Undecanol; n-Undecyl alcohol 
Heat Capacity 303.15 K, 

Temperature range 293 to 513 K. 
Molecular Weight 17? 1100 

Wiswesser Line Notation Q 11 
Evaluation B 

CuH240 (Iiq) 
2-0xadodecane; Methyl-n-decyl ether 
Heat Capacity 298.15 K, 

Temperature range 12 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 243.47 K, 

Molecular Weight 112.05 lOU 

Wiswesser Line Notation 1001 
Evaluation A 

CuH240 (liq) 
2-0xadodecane; Methyl-n-decyI ether 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 172.3100 
Wiswesser Line Notation 1001 
Evaluation B 

88ANDIPAT 

Cp =406.34 J ·mol- I. K- I 

89KHNZYK 

75AND/MAR 

S=490.5 J·mol- t
• K- I 

.lH=31720 J ·mol- 1 

tlS= 130.31 j·mol- t • K- J 

75FENIHAR 
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CuH28N6S3 (e,I) nCOP/GAN 
Thiourea-cyc1ooctane adduct; Cyclooctane-thiourea adduct 
Heat Capacity 298.15 K, Cp =:I64.3 J·mol-I·K- I 

Temperature range 12 to 300 K. Values for one mole of thiourea. 
Entropy 298.15 K. S=lR7.1 J·mol- I. K- I 

Does not include possible zero-point entropy. 
Phase Changes 
c,IV/c,m 

c,IIlIc,II 

c,lllc,! 

187.2 K, 

240 K, 

265 K, 

Mulecular Weight 410.:5149 

~H=2110 J·mol- I 

~S=-: 11.26 J·mol- I . K- I 

~H=21414 J·mol- I 

~S=-:94.41 J·mol-I·K-1 

~H=703 ]·mol-1 

~S=2.65 J·mol- I . K- I 

Wiswesser Line Notation ZYZUS &L8TJ 2.98 
Evaluation A 

C 12CI IO (c) 87SAIIATA 
Decachlorobiphenyl; Perchlorobiphenyl 
Heat Capacity 298.15 K, Cp =344.0 J·mol- I. K- I 

Temperature range 3 to 300 K. 

Entropy 298.15 K, S=455.8 J·mol-I·K- I 

Molecular Weight 498.6620 
Wiswesser Line Notation OR BG CG DG EO FR BG CG DG EG FG 
Evaluation A 

C12DIO (c) 
Bivhenyl-d1o 

Heat Capacity 

83ATAISAI 

Temperature range 3 to 300 K. Data given graphically. 
Phase Changes 
c,IIIIc,II 20.2 K, 

Anomalous region: 18.5 to 22.5 K. 
c,II1c,I 36.8 K, 

Anomalous region: 28 to 44 K. 
Molecular Weight 164.2900 

~H==0.18 J·mol- I 

~S=O.009 J·mol- I
. K- I 

~H=4.61 J·mol- I 

~S=O.128 ]·mo!-I·K- I 

Wiswesser Line Notation RR &lA-E/H-2 5 &2A-EIH-2 5 
Evaluation A 

C 12D 10 (c) 
Biphenyl-dID 
Heat Capacity 298.15 K, 

Temperature range 3 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
e.lIIle,II 20.2 K, 

Lock-in transition. 
c,IIIcJ 36.8 K, 

Twist transition. 
Molecular Weight 164.2900 

87SAIIATA2 

S=230.88 J 'mol-!' K-! 

.:1H==O.lS J·mo!-I 

.:1S==0.009 J ·mol- I • K- 1 

ilH=4.61 J·mo!-I 
~S::::0.128 j·mo]-t. K- I 

Wiswesser Line Notation RR &lA-EfH-2 5 &2A-EIH-2 5 
Evaluation A 

.1. Phv~. Chpm. Ref. Data. Vol. 25. No.1. 1996 

C12D18 (c) 
Hexamethylbenzene, deuterated 
Heat Capacity 300 K, 

Temperature range 4 to 300 K. 
Entropy 100 K. 
Phase Changes 
c,IIIIc,II 132.4 K, 

c,IIIIc,I 381 K 
c,Illiq 437 K 
Molecular Weight 180.4164 

92FUJ/IN 

.1H= 1730 J·mol- 1 

~S=13.1 J·mol-I·K- 1 

Wiswesser Line Notation lR Bl Cl DJ E1 FI &1/H-2 3 &5/H-2 
&81H-2 3 &111H-2 3 &141H-2 3 &171H-2 3 
Enduatiull A 

C1ZF10 (c) 71PAUIRP 
Decafluorobiphenyl; Perfluorobiphenyl 
Heat Capacity 300.7 K, Cp =323.4 J·mol- I. K- I 

Temperature range 13 to 350 K. Complete article deposited at VINI' 
No. 2536-71, 2 January 1971. 

Entropy 298.15 K, S-380.62 J mQI-I K-I 

Phase Changes 
Melting point and enthalpy of fusion given only in complete pap 
~S fusion=63.85 J·mol-I·K- 1• 

Molecular Weight 334.1160 
Wiswesser Line Notation FR BF CF DF EF FR BF CF DF EF FF 
Evaluation B 

C 12F10 (c) 87SAIlA" 
Decafluorobiphenyl; Perfluorobiphenyl 
Heat Capacity 298.15 K, Cp =317.4 J·mol- I• K- 1 

Temperature range 3 to 300 K. 
Entropy 298.15 K, S=377.4 j·mol- I. K- I 

Molecular Weight 334.1160 
Wiswesser Line Notation FR BF CF DF EF FR BF CF DF EF FF 
Evaluation A 

C 12F22 (c) 65COXlGl 
Doeosafluorobicyclohexyl; Perfluorobicyclohexyl 
Heat Capacity 298 K, Cp =899 J 'mol- I. K- I 

One temperature. 
Molecular Weight 562.0968 
Wiswesser Line Notation L6TJ AF AF BF BF CF CF DF DF EF EF 
F-FL6TJ AF AF BF BF CF CF DF DF EF EF FF 
Evaluation B 

Ct::FZ<l (c) 

n -Perftuorododecane 
Heat Capacity 298.15 K 

Temperature range 0 to 320 K. 
Entropy 298.15 K 

Phase Changes 
c,II/c,I 177.52 K 

Molecular Weight 638.0904 

93LEB/B' 

S=763.3 j·mo[-I. K- I 

~H=5070 J·mol- I 

~S=22.6 J·moi- 1, K- 1 

Wiswesser Line Notation FXFFXFFXFFXFFXFFXFF-XFFXFFXF 
FFXFFXFFF 
Evaluation A 
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C12Fe3012 (c) 89SELISHE 
Dodecacarbonyl triiron 
Heat Capacity 298.15 K, Cp =541.9J.mol- 1.K-1 

Temperature range 7 to 300 K. 
Entropy 298.15K, S=635.3J·mol- I ·K- 1 

Molecular Weight 503.6658 
Wiswesser Line Notation CO 12 .FE 
Evaluation A 

C12H6F6 (liq) 78RIPIWRI 
Benzene:hexafiuorobenzene complex 
Heat Capacity· 305 K, C p = 370 J. mor- I . K- I 

Temperature range 60 to 320 K. 
Phase Changes 

Transitions observed at 199.0,247.5,272.0 K; no heat data given. 
c,lJliq 297.2 K, AH = 21870 J. mol-I 

AS=73.6 ]·mol- I
• K- ' 

Molecular Weight 264.1698 
Wiswesser Line Notation FR BF CF DF EF FF &R 
Evaluation C 

C 12H6N20 2 (c) 62STRIBAR 
1 ,5-Naphthy lenediisocyanate; 1,5-Diisocyanatonaphthalene 
Heat Capacity 298 K, Cp =223.6J.mol- 1.K- 1 

One temperature. 
Molecular Weight 210.1916 
Wiswesser Line Notation L66J CNCO GNCO 
Evaluation D 

C12H7CI2N03 (c) 
2,4-Dichloro-4' -nitrodiphenyl ether 
Phase Changes 
c/liq 343 K, 

liq/g 643 K, 

Molecular Weight 284.0982 

81VORIBOR 

6.H=2700 J·mol- 1 

6.5=7.87 J·mol-I·K- I 

6.H=115900 J'mol- l 

6.5= 180.2 J·mol- I . K- I 

Wiswesser Line Notation WNR DOR BG DG 
Evaluation C 

C12HS (c) 
Acenaphthy lene 

69SAD/STE 

Heat Capacity 298 K, Cp =166.4J.mol- I.K-1 

Temperature range 20 to 89°C, equation only; liquid 90 to 150°C, 
equation only. 

Phase Changes 
c/liq 362.6 K. 

Molecular Weight 152.1952 
Wiswesser Line Notation L566 1 A LJ 
Evaluation C 

CI1Hg CIJ Ol S (c) 

4.4' -Dichlorodiphenyl sui phone 
Heat Capacity 298.15 K, 

Temperature range 14 to 480 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 422 K. 

Molecular Weight 287.1600 

AH::::6940 J·mol- I 

A5:::: 19.14 J·mol- I. K- I 

5=314.2 J ·mol- J· K- J 

~H=24400 J. mol- J 

.lS=57.8 J·mol- J· K- J 

Wiswesser Line Notation GR DSWR DG 
Evaluation A 

C12HsCI20 2S (c) 
4,4' -Dichlorodiphenyl sulfone 
Heat Capacity 

90SAIIKAM 

Temperature range 100 to 250 K. Data given graphically. 
Phase Changes 
c,llllc,1l 
c,llIc,! 

115K 
146 K, 

Molecular Weight 287.1600 

6.H=41 J'mol- l 

6.5=0.30 J ·mol- I • K- 1 

Wiswesser Line Notation GR DSWR DG 
Evaluation A 

C12HSF2 (c) 
4,4' -Difiuorobiphenyl 
Heat Capacity 298.15 K, 

Temperature range 3 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
liq/g 298.15 K, 

p=O.5092 Pa, data from 64SMIIGOR. 
Molecular Weight 190.1920 
Wiswesser Line Notation FR DR DF 
Evaluation A 

Phenazine 

86SAIIATA 

S=237.59 J·mol- I • K- 1 

6.H=91200 J·mol- 1 

6.5=305 J·mol- I . K- I 

91SABlELW 

Heat Capacity 298.15 K, C.,,=234.3J·mol- 1.K- 1 

One temperature. 
Phase Changes 
clliq 447.89 K, 6.H= 18880 J·mol- l 

Molecular Weight 180.2086 
Wiswesser Line Notation T C666 BN INJ 
Evaluation B 

C12HSN2 (c) 
Phenazine 
Phase Changes 
clliq 447.89 K, 
c/g 298.15 K, 
Molecular Weight 180.2086 

92SABIELW4 

6.H= 18880 J·mo!-l 
6.H=96970 J·mo!-J 

Wiswesser Line Notation T C666 BN INJ 
Evaluation A 

CI2HsN2 (c) 77SCHIPET 
Benzo[ c ]cinnoline 
Phase Changes 
c/liq 429 K, 6.H == 20900 J'mol- 1 

Molecular Weight 180.2086 
Wiswesser Line Notation T C666 HNNJ 
Evaluation A 

C12HgNlOg (c) 78MARJCIO 
4,4'-DinitrodiphenyJ ether; Bis-(4-nitrophenyl) ether 
Heat Capacity 298 K, Cp =42 1.7 J·mol-I·K- J 

Temperature range 298 to 491 K. Values for solid seem odd; minimum 
at 345 K of 276 J ·mol- I. K- 1, rising to 552 J ·mo!-J at 410 K. 

Phase Changes 
c/liq 418.2 K, 

Molecular Weight 260.2056 

6.H=10295 J'mol- I 

6.5=24.6 J·mol- I . K- J 

Wiswesser Line Notation WNR DOR DNW 
Evaluation D 
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C12HsO (c,l) 90CHIIGAM 
Dibenzofuran; Diphenylene oxide 
Heat Capacity 298.15 K, Cp =199.011.mol- I.K- I , 

Temperature range 5 to 720 K. Data graphically extrapolated. C p 

(298.15 K, liq)=237.57 1· mol-I· K, graphically extrapolated. 
Entropy 298.15 K, S=196.18 l·mol- l . K- I 

S (298.15 K, liq)=244.97 1 . mol-I·K- I. 
Phase Changes 
c,IIIc,I 
c,IIliq 

292.5 K, 
355.31 K, 

6.H=O.OO l·mol- 1 

6.H=19293.651·mol- 1 

6.S=54.30 J·mol- I. K- I 

Molecular Weight 168.1946 
Wiswesser Line Notation T B656 HOJ 
Evaluation A 

Cl2HSO (c) 
Dibenzofuran; Diphenylene oxide 
Phasj> Changps 

clliq 355.51 K 
Molecular Weight 168.1946 
Wiswesser Line Notation T B656 HOJ 
Evaluation A 

91SAB 

Cl2HsOS (c) 
Phenoxathiin 
Heat Capacity 

93STE/CHI 

298.15 K, 

Temperature range 5 to 700 K. 
Entropy 298.15 K, S=222.66 J·mol- I . K- I 

Phase Changes 
clliq 328.778 K, 
Molecular Weight 200.2546 
Wiswesser Line Notation T666 BS IOJ 
Evaluation A 

Cl2HsOS2 (c) 
Diphenylene-2,2' -disulfide-S-oxide 
Heat Capacity 303 K, 

Temperature range 303 to 523 K. 
Phase Changes 
C/liq 407 K, 

Molecular Weight 232.3146 

6.H=20266.61·mol- 1 

tlH= l7990 J·mol- I 

6.S=44.2 1 ·mol- I . K- I 

Wiswesser Line Notation T B666 HSSJ HO 
Evaluation B 

75CUC 

(Cl2HS0 3S)n (c) 92VARIJIN 
Poly( oxy-IA-phenylene su\phonyl-IA-phenylene) 
Heat Capacity ~()() K. r,,=??R Q T.mo1- 1• K- I 

Temperature range 150 to 620 K. Cp(c)=exp[ ~ 183.0187 
+ !O0.4943(lnT)~ 18.0408(1nT)2+ 1.08967(lnTn (150 to 270 K) and 
exp[292.7648~ 147.5393(inT)+25.10034(lnT)2~ 1.4140(1nT)3 (280 to 
490 K): C"Oiq)=356.3796+0.07318T (530 to 620 K). 

Molecular Weight 232.2534 
Wiswesser Line Notation I*OR DSWR D*I 
Evaluation A 

T(glass)=497.4 K. 

C12Hs0 4 (e) 92STE/CHI 
Naphthalene-2,6-dicarboxylic acid 
Heat Capacity 298.15 K, Cp =230.3 1 ·mol- I. K- I 

Temperature range 305 to 665 K. ClR(c)=0.0763T+4.983 (305 to 665 
K), R=8.31451 11K· mol. 

Molecular Weight 216.1928 
Wiswesser Line Notation L661 CVQ HVQ 
Evaluation A 
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830RO/MR 
Dibenzothiophene 
Heat Capacity 298.15 K, Cp =194.61.mol- I.K- 1 

Temperature range 220 to 560 K. Cp =0.6709 (T/K)~5.4 (220 to 371 
K) l·mol- I ·K- I. 

Phase Changes 
c/liq 371.0 K, tlH=21580 l·mol- 1 

tlS=58.17 J·mol- I . K- I 

Molecular Weight 184.2552 
Wiswesser Line Notation T B656 HSJ 
Evaluation A 

Cp(iiq)=0.4215 (T/K) + 123.8 (370.1 to 560 K) J·mol- I. K- I . 

C l2HsS (c) 
Dibenzothiophene 
Heat Capacity 298.15 K, 

Temperature range 5 to 800 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 371.821 K, 

Molecular Weight 184.2552 
Wiswesser Line Notation T B656 HSJ 
Evaluation A 

C12HRS2 (e) 
Thianthrene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 216.3152 
Wiswesser Line Notation T666 BS lSI 
Evaluation A 

Thianthrene 

91CHIIK1 

S=204.20 l·mol- l . K- I 

6.H=217081·mol- 1 

6.S=58.38 l·mol- l . K- I 

89SAB!W:' 

93STE/C 

Heat Capacity 298.15 K, Cp =220.171.mol- l .K- 1 

Temperature range 5 to 700 K. 
Entropy 298.15 K, S = 230.89 J. mol-I. K- I 

Phase Changes 
e/liq 429.576 K, tlH=27555.1 J·mol- I 

Molecular Weight 216.3152 
Wiswesser Line Notation T666 BS lSI 
Evaluation A 

2 Chlorobiphenyl 

Heat Capacity 298.15 K, 
Temperature range 12 to 330 K. 

Entropy 298.15 K, 
Phase Changes 

c/liq 304.94 K, 

Molecular Weight 188.6561 
Wt"Wf'o;;Sf'r r ,ine Notation GR BR 
Evaluation A 

C,,=208.03 l·mol- l . K- I 

S=303.76 J ·mol- l . K- l 

6.H= 14518 J·mol- l 

6.S=47.61 J·mol- I. K- I 

C 12H9CI (e) 77GEI/K, 
2-Chlorobiphenyl 
Heat Capacity 298.15 K, Cp =211.92J.mol- l .K- l 

Based on previously published work of authors, not available in det, 
on Cp 12 to 370 K. 

Entropy 298.15 K, S = 254.30 J. mol- 1 • K- 1 

Phase Changes 
clliq 304.94 K, 

l\lo1ecular Weight 188.6561 
Wiswesser Line Notation GR BR 
Evaluation B 

tlH= 14518 J ·mol- l 

tlS=47.61 J ·mol- l . K- l 
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C 12H 9Cl (c) 

4-Chlorobiphenyl 
Heat Capacity 298.15 K, 

Temperature range 12 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
efliq 348.55 K, 

Molecular Weight 188.6561 
Wiswesser Line Notation GR DR 
Evaluation A 

Debye tcmperature=91 K. 

75GElfDZH 

C,,=243.8 J ·mo[-I. K- I 

5=256.9 J·mo[-l. K- I 

!J.H= 13318 J'mol- I 

!J.5=38.21 J·mol-I·K- I 

C 12H9CI (c) 77GEIJKAR 
4-Chlorobiphenyl 
Heat Capacity 298.15 K, C,,=243.76 l·mol- l . K- I 

Based on previously published work of authors, not available in detail, 

on C" 12 to 370 K. 
Entropy 298.15 K, 5=256.90 l·mol- l . K- I 

Phase Changes 
cfliq 348.55 K, !J.H=13318J·mol- 1 

Molecular Weight 188.6561 
Wiswesser Line Notation GR DR 
Evaluation B 

C12H9CI3Si (e) 
0-Trichlorosilylbiphenyl 
Heat Capacity 

!J.5=38.21 J·mol- I. K- I 

74GEIJDZH2 

Temperature range 12 to 370 K. Depositied in VINITI No. 7671-73,21 
December 1973. 
Entropy 

Phase Changes 
c,lIIc.I 

298.15 K 

289.5 

trans-cis conformational transition 
c,IJliq 339.18 K 

Ylolecular Weight 287.6476 

Wiswesser Line Notation G-SI-GGR BR 
Evaluation B 

5=348.40 J·mol- I. K- I 

I1H=57.7 J·mol- I 

!J.5=O.20 l·mol- l . K- I 

~H=2U71Y J 'mol- I 

A5=61.09 J·mor· l . K- 1 

This compound is erroneously named in the English translation of 74GEII 
DZH2 as: 0.0' -Bistrichloro-silylbiphenyl. 

C12H9Cl3Si (c) 77GEIIKAR 
0-Trichlorosilylbiphenyl 
Heat Capacity 298.15 K. 

lemperature range 12 to j/U K. 

Based on previously published work of authors. not available in detail. 
Entropy 298.15 K, 5=348.40J·mol- I·K- 1 

Phase Changes 
c.lIlc.J 2119.5 K 

trans-cis conformational transition 
c.Illiq 339.18K. 

Molecular Weight 287.6476 

Wis""csser Line Notation G-SI-GGR BR 
Eyaluation B 

~H=57.7 J'mo1'1 
.l5=0.20 J·mo]'-I. K- I 

J..H=207l9 J·mol- 1 

tlS-61.09 ]·llIU]-I. K- 1 

C12H9CI3Si (c) 76GEIIDZH 
p-Trichlorosilylbipheny1 
Heat Capacity 298.15 K, 

Temperature range 12 to 380 K. 
Entropy 298.15 K, 5=328.8 J·mol- I . K- I 

Phase Changes 
c,IIIc,! 

Anomaly on heat capacity curve from 207 to 221 K. 
cfliq 372.90 K, dH=18569 J·mol- I 

!J.5=49.80 J·mol-I·K- J 

Molecular Weight 287.6476 
Wiswesser Line Notation G-SI-GGR DR 
Evaluation A 

See also 77GEIlKAR. 

C 12H9CI3Si (c) 77GEIIKAR 
p-Trichlorosilylbiphenyl 
Heat Capacity 298.15 K, Cp =291.08 1 ·mol- I . K- I 

Based on previously published work of authors, not available in detail, 
on Cp 12 to 370 K. 

Entropy 298.15 K, 5==328.78 J·mol- I . K- I 

Phase Changes 
c/liq 372.90 K, 

Molecular Weight 287.6476 

dH= 18569 1 ·mol- I 

d5=49.80 J·mol- I. K- J 

Wiswesser Line Notation G-SI-GGR DR 
Evaluation B 

C12H9N (c) 80RADIRAD 
Carbazole 
Heat Capacity 298.15 K, Cp = 190.8 l·mol- l . K- I 

Temperature range 180 to 410 K. Cp =54.87+0.2328T+7.477X 1O-! 
T2. 

Phase Changes 
c/liq 52I.l K, 

Molecular Weight 167.20Y!<i 

Wiswesser Line Notation T B656 HMJ 
Evaluation B 

!J.H=27200 l·mol- J 

115=52.19 J·mol- I . K- I 

C12H9N (e) 90JIMIROU 
Carbazole 
Heat Capacity 298.15 K, C,,= 194.0 J·mol-- I. K-- 1 

One temperature. 
Molecular Weight 167.2098 

Wiswesser Line Notation T B656 HMJ 
Evaluation A 

C12H9N (e) 92SABIELW3 
Carbazole 
Phase Changes 

clliq 518.33 K, !J.H=27080 J·mol- I 

Molecular Weight 167.2093 

Wiswesser Line Notation T B656 HMI 
Evaluation A 

C IZH9NS (c) 92SAB/ELW 
Phenothiazj ne 

Phase Changes 

c/liq ..+58.40 K. .6.H=25660J·mo!' 1 

Molecular Weight 199.2698 
Wiswesser Line Notation T C666 BM ISJ 
Eyaluation A 
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MElli 
Acenaphthene 
Heat Capacity 298.1 K, Cp =210.5 J ·mol- I. K- I 

Temperature range 25 to 200 °c, equations only in t 0c. 
Cp(c)=0.2756+0.001854t cal·g-I·C- I (25 to 60°C); 
Cp(Jiq)=0.409+0.000598t cal· g-I. C- I (95 to 200°C). 

Phase Changes 
c/liq 367.8 K, 

MolpclIl~r Wpight 1"i4. '2110 

.L\H=25100 J ·mol- I 

L\S=68.2 J ·mol- I. K- I 

Wiswesser Line Notation L566 1A LT&&J 
Evaluation C 

C12Hto (c) 
Acenaphthene 

69SAD/STE 

Heat Capacity 298 K, Cp =185.8J·mol- I.K- 1 

Temperature range 20 to 93°C, equation only; liquid, 93 to 200°C, 
equation only. 

Phase Changes 
clliq 366.4 K, 

Molecular Weight 154.2110 

L\H=20233 J ·mol- I 

L\S=55.22 J·mol- I . K- I 

Wiswesser Line Notation L566 1A LT&&J 
Evaluation C 

CI2H to (c) 
Acenaphthene 
Heat Capacity 298.15 K, 

Temperature range 10 to 440 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 366.56 K, 

Molecular Weight 154.2110 

77FINIMES 

L\H=21462.2 J·mol- I 

L\S=58.55 J·mol- I. K- I 

Wiswesser Line Notation L566 lA LT&&J 
Evaluation A 

C12H IO (c) 
Biphenyl; Diphenyl 
Phase Changes 
dliq 314.3 K, 

Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation C 

1889EYK 

illi-18945 J'IIlul- 1 

L\S=60.3 J·mol- I. K- I 

C l2H IO (c) 30HUFIPAR 
Biphenyl; Diphenyl 
Heat Capacity 294.4 K, Cp =194.1 j·mol-I·K- I 

Temperature range 93 to 295 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=205.9J·mol- I ·K- 1 

Extrapolation below 90 K, 65.4J·mol- I ·K- I. 
Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation B(Cp)'C(S) 

C12H IO (Jiq) 
Biphenyl; Diphenyl 

31FORIBRU 

Heat Capacity 350.8 K, C p =263.2 ]·mol- I
. K- I 

Temperature range 350 to 620 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation B 
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CURIO (Jiq) 31NEWIKAU 
Biphenyl; Diphenyl 
Heat Capacity 298 K, Cp=259.54J.mol- I.K- 1 

Temperature range 100 to 300°C, equation only, in t 0c. 
C p(iiq)=0.388+0.00057t cal. g -I. C- I . 

Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation C 

CI2RtO (c) 
Biphenyl; Diphenyl 

32SPAITHO 

Heat Capacity 303 K, 
Temperature range 30 to 100 ° C. 

Phase Changes 
c/liq 341. 5 K, 

Molecular Weight 154.2110 

Wiswesser Line Notation RR 
Evaluation B 

Cl2R IO (c) 
Biphenyl; Diphenyl 

L\H= 18648 J·mol- I 

L\S=54.6 I·mol- 1·K-1 

41SCH 

Heat Capacity 298.1 K, C p = 197.9 I·mol- I. K- I 

TemperaLUn: range 20 LO 200°C, equations only, in {'C 

Cp(c)=0.2745+0.001235t ca1·g- I ·C- 1 (20 to 69°C); Cp(Jiq 
=0.3917+0.0005206t cal· g-I·C- 1 (69 to 200°C). 

Phase Changes 
clliq 342 K, 

Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evalu~tion C 

L\H=18594 j·mol- 1 

L\S=54.4 J·mol- I. K- I 

Cl2R IO (Jiq) 50KUF 
Biphenyl; Diphenyl 
Heat Capacity 370 K, Cp =300.0j·mol- I .K- I 

Temperature range 98 to 255°C. Mp 70.8 0c. 
Molecular Weight 154.2110 
Wiswesser Line Notation RR 

Evaluation B 

Cl2R IO (c) 50UEB/OK 
Biphenyl; DiphenyI 
Heat Capacity 298.15 K, Cp = 190.8 I·mol- I . K- I 

Temperature range 293 to 368 K. Equation only. 
Phase Changes 
c/liq 343 K, L\H= 18575 j·mol- I 

L\S=54.2 j·mol- I . K- I 

Molecular Weight 154.2110 
'Viswcsser Line Notation RR 

Evaluation C 

CuHIO (Jig) 
Biphenyl; Diphenyl 

56MC 

Heat Capacity 422 K, Cp =301.2 j·mol- I . K- I 

Temperature range 300 to 600 0 C. 
Molecular Weight 154.2110 

Wiswesser Line Notation RR 
Evaluation C 

Quoted in 58WALIBRO. 
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C12H lO (Jiq) 
Biphenyl; Diphenyl 
Heat Capacity 370 K, 

Temperature range 200 to 600 0 F. 
Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation B 

C12H lO (c) 
Biphenyl; Diphenyl 
Phase Changes 
clliq 344.1 K, 

Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation A 

C12H lO (liq) 
Biphenyl; Diphenyl 
Hpat Capacity 

58WALIBRO 

AH= 18800 J·mol- I 

A5=54.6 J·mol- I. K- I 

79SMI 

80ATNCHI 

C p data given graphically. Temperature range 3 to 300 K. 
Phase Changes 
c,lII/c,1I 11.0 K, 

c,lII/c,Il: anomalous region 7.5 to 14.0 K. 

AH=0.293 J·mol- I 

A5=0.025 J·mol- I . K- I 

c,llIc,1 40.4 K, AH=5.02J·mol- I 

c,II/c,I: anomalous region 30.0 to 47.0 K. 
Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation A 

C U H10 (c) 
Biphenyl; Diphenyl 

A5=0.129 J'mol- I. K- I 

82WASIRAD 

Heat Capacity 300 K, Cp = 190 J·mol- I. K- I 

Temperature range 180 to 350 K. Data given graphically. Value 
estimated from graph. 

Phase Changes 
c,I/Jiq 343.3 K, 

Molecular Weight 154.2110 
Wiswesser Line Notation RR 

AH= 19900 J·mo)·-I 
A5=58.0 J·mo)-J· K- I 

Evaluation C(Cp ), B(Phase changes) 

C J2H IO (c) 
Biphenyl; Diphenyl 
Phase Changes 
c, IIIIc ,II 16.8 K. 

Anomalous region: 15.3 to 18.3 K. 
c.lI/cJ 40.4 K. 

Anomalous region: 30 to 47 K. 
Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation A 

83ATNSAI 

AH=O.15 J'mol- J 

.15=0.009 J ·mo)-J· K-· J 

AH=5.02 J·mol- J 

.:15=0.129 J·mol- I
• K- J 

C12H lO (c) 
Biphenyl; Diphenyl 
Heat Capacity 298.15 K, 

Temperature range 220 to 475 K. 
342.2 K) J ·mol- I

• K- 1• 

Phase Chanees 
clliq 342.2 K, 

Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation A 

830RO/MRA 

Cp = 197.7 J·mol- I. K- I 

Cp =0.7143 (T/K)-15.3 (220 to 

AH=18580 J'mol- I 

A5=54.3 J·mol- I. K- I 

Ciliq)=0.4284 (TIK) + 122.0 (342.2 to 485 K) J·mol-I·K- I. 

CU R10 (c) 
Biphenyl; Diphenyl 
Heat Capacity 298.15 K, 

Temperature nmgp ~ to ~oo K. 

Entropy 298.15 K, 
Phase Changes 
c,III/c,I1 16.8 K, 

Lock-in transition. 
c,lI/c,1 40.4 K, 

Twist transition. 
Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation A 

C12H lO (c) 
Biphenyl; Diphenyl 
Heat Capacity 298.15 K. 

Temperature range 5 to 700 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 342.098 K, 

c/g 298.15 K, 

Molecular Weight 154.2110 
Wiswesser Line Notation RR 
Evaluation A 

88SAI/ATA 

Cp =198.17 J·mol-I·K- I 

5=209.00 J·mol- I. K- I 

AH=0.15 J'mol- I 

;\,,=0 OOQ T .mol- I . K- I 

AH=5.02 J'mol- I 

A5=0.129 J·mol- I
. K- I 

89CHI/KNI 

S=209.38 J·mol- J
• K- I 

AH=2234.17 J·mol- J 

AS=6.5307 J·mo!-J· K- I 

AH=8!520 J·mol- J 

AS=273.42 J ·mol- J· K- I 

C 12HJOHg (c) 31SMI/AND2 
Diphenylmercury; Mercury diphenyl 
Heat Capacity 298.5 K, Cp =225.5 J.mol- I. K- J 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

IVlolecular Weight 354.8010 
Wiswesser Line Notation R-HG-R 
Evaluation B 

C 12H ION 2 ~c) 
Azohen7f~ne 

Phase Changes 
c/liq 342.2 K, 

Molecular Weight 182.2244 
Wiswesser Line Notation RNUNR 
Evaluation C 

1889EYK 

!1H=22389 J·mol- J 

!15 =65.4 J ·mol- J· K- J 
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C12HlONz (c) 
Azobenzene 
Phase Changes 
clliq 340.5 K, 

Molecular Weight 182.2244 
Wiswesser Line Notation RNUNR 
Evaluation B 

cis-Azobenzene 

74CINIBER 

.6.H=22368 J·mo!-l 

.6.S=65.59 J ·mol- I. K- I 

77SCHIPET 

Heat 'Capacity 298.15 K, C p =229 l'mol- I. K- I 

Temperature range 298 to 333 K. Cp (c)=229+ 1.086(T-298.15 K) I 
·mol-I·K- I (298 to 333 K). 

Molecular Weight 182.2244 
Wiswesser Line Notation RNUNR -C 
Evaluation B 

trans-Azobenzene 
77SCHIPET 

Heat Capacity 298.15 K, Cp =219 J·mol- I. K- I 

Temperature range 298 to 333 K. Cp (c)=219+1.029(T-298.15 K) I 
. mol-I. K- I (298 to 333 K). 

Phase Changes 
c/liq 341.8 K, .6.H=22650 J ·mol- I 

Molecular Weight 182.2244 
Wiswesser Line Notation RNUNR -T 
Evaluation B 

Heat Capacity 300 K, 
Temperature range 90 to 320 K. 

Phase Changes 
c/liq 341.03 K, 

Molecular Weight 182.2244 
Wiswesser Line Notation RNUNR -T 
Evaluation B 

trans-Azobenzene 

Heat Capacity 300 K, 
Temperature range 300 to 400 K. 

Phase Changes 
c,IIJig 341.06 K, 

Molecular Weight 182.2244 
Wiswesser Line Notation RNUNR -T 
Evaluation A 

o Hydroxybiphenyl 

84VANIBOU 

.6.H=22520 J'mol- I 

.6.S=66.0 J·mol- I. K- I 

85BOUIDEL 

I1H=22530 J·mol- ' 
115=66.06 J·mol- ' · K- I 

73GEIIDZH 

Heat Capacity 298.15 K, Cp =235.lOJ.mol- I.K- 1 

Temperature range 12 to 350 K. Complete C p data in paper deposited at 
VINITI. No. 4748-72. 24 Aug. 1972. 

Entropy 298.15 K. 
Phase Changes 
c/liq 330.6 K 

MO\PC'lIlllr \Vpight 170) 1 04 

Wiswesser Line Notation QR BR 
Evaluation A 

5=261.75 J·mol- I. K- I 

J.H= 16213] ·mol- I 

J.S=49.04 J·mol- I . K- I 
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C12H 100 (c) 

o-Hydroxybiphenyl 
77GEIlKAR 

Heat Capacity 298.15 K, Cp =227.61 J·mol-I·K- I 

Based on previously published work of authors, not available in detail, 
on Cp 12 to 370 K. 

Entropy 298.15 K, 
Phase Changes 
clliq 330.60 K, 

Molecular Weight 170.2104 
Wiswesser Line Notation QR BR 
Evaluation B 

C12H100 (c) 
Diphenyl oxide; Diphenyl ether 
Heat Capacity 298.5 K, 

Temperature range 102 to 298 K. 
Molecular Weight 170.2104 
Wiswesser Line Notation ROR 
Evaluation B 

C12H 100 (c) 
Diphenyl oxide; Diphenyl ether 
Heat Capacity 298.15 K, 

Temperature range 18 to 570 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 300.02 K, 

Molecular Weight 170.2104 
Wiswesser Line Notation ROR 
Evaluation A 

C12H 100 (c) 
Diphenyl oxide; Diphenyl ether 
Heat Capacity 298.15 K, 

Temperature range 14 to 570 K. 
Phase Changes 
clliq 300.03 K, 

Molecular Weight 170.2104 
Wiswesser Line Notation ROR 
Evaluation A 

.6.H=16213 J·mol- 1 

.6.S=49.04 j·mol- I. K- I 

31SMIIAND2 

5 1 FURIGIN 

.6.H= 17216 J·mol- I 

.6.S=57.38 J·mol- I • K- 1 

53GINIFUR 

C p =216.56 J·mol- I . K- I 

6.H= 17215 J·mol- I 

.6.S=57.38 J·mol- I . K- I 

CI2HlOOS (c) 31SMI/AND: 

Diphenyl sulfoxide 
Heat Capacity 298.5 K, Cp =239.7 j·mol-I·K- I 

Temperature range 102 to 323 K. Value is unsmoothed experiment a 
datum. 

Molecular Weight 202.2704 
Wiswesser Line Notation OSR&R 
Evaluation B 

C12H IO0 2 (c) 86SAI/ATA. 

p,p' -Biphenol; 4,4' -Dihydroxybiphenyl 
Heat Capacity 298.15 K, J·mol-I·K- I 

Temperature range 3 to 315 K. 
Entropy 298.15K, S=220.57J·mo[-I·K- 1 

Molecular Weight 186.2098 
Wiswesser Line Notation QR DR DQ 
Evaluation A 
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C12HlOOZS (c) 
Diphenyl sulfone 
Heat Capacity 298.5 K, 

Temperature range 102 to 346 K. 
Molecular Weight 218.2698 
Wiswesser Line Notation WSR&R 
Evaluation B 

31SMIIAND2 

C12H lO0 4 (c) 24LAN 
Quinhydrone 
Heat Capacity 243.4 K, Cp =228.4J.mol- I.K- 1 

Temperature range 20 to 244 K. Value is un smoothed experimental 
datum. 

Molecular Weight 218.2086 
Wiswesser Line Notation L6V DVJ &QR DQ 
Evaluation B 

C 12H lOS (liq) 3lSMIIAND2 
Diphenyl sulfide 
Heat Capacity 298.5 K, C p = 271.1 J. mol-I. K- I 

Temperature range 102 to 298 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 186.2710 
Wiswesser Line Notation RSR 
Evaluation B 

C1zHllN (c,l) 91STE/cm 
2-Aminobiphenyl; [1,1' -biphenyl}2-amine 
Heat Capacity 298.15 K, Cp =221.86J·mol- I.K- 1 

Temperature range 5 to 800 K. CpOiq. 298.15 K)=29lU7 J.mol- I. 
K- I . 

Entropy 298.15 K, 5=233.48 J·mol- I. K- I 

Phase Changes 
c,II/c,! 
c,IIliq 

258.00 K, 
322.28 K, 

Molecular Weight 169.2256 
Wiswesser Line Notation ZR BR 
Evaluation A 

r-A mjno~7obenzene 

ilH=O.OO J·mo!-I 
ilH= 13987.42 J ·mo!-I 
ilS=43.40 J·mol- I. K- I 

41SAT/SOG2 

Heat Capacity 323 K, C p == 276.1 J. mol-I. K- I 

Temperature range 0 to 100°C. Mean value. 
Molecular Weight 197.2390 
Wiswesser Line Notation 7R DNT TNR 
Evaluation C 

Same data as 40SATISOG3. 

C12H12 (c) 
1,8-Dimethylnaphthalene 
Heat Capacity 298.15 K, 

One temperature. 
Moleculal- Weight 156.2268 

Wiswesser Line Notation L66J B 1 J 1 
Evaluation B 

C 12H 12 (c) 

1,8-Dimethylnaphthalene 
Heat Capacity 298.15 K, 

Temperature range 10 to 4-W K, 

Entropy 298. 15K, 

Phase Changes 
C/liq 336.33 K, 

I\lolccular \Veight 156.2268 

Wiswesser Line Notation L66J B I J I 
Evaluation A 

73GOO 

nflN/MES 

S==224.72 J·mol- I. K- I 

:::'H=46.87 J·mol- I 

:::'S=46.86 J·mol- I. K- I 

C 12H 12 (c,I) 
2,3-Dimethylnaphthalene 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 

Phase Chanl!es 
c,IlIlc,Il 
c,II/c,I 
c,IIliq 

226.000 K, 
265.000 K, 
377.496 K, 

Molecular Weight 156.2268 
Wiswesser Line Notation L66J C 1 D 1 
Evaluation A 

88MESIFIN 

ilH=-0.58 J·mol- I 

ilH=-l.08 J·mol- I 

ilH= 19353.29 J·mol- 1 

il5=51.27 J·mol- I. K- I 

C12H 12 (c) 89SCIIGOD 
2,3-Dimethylnaphthalene 
Heat Capacity 298 K, C

p
=215 J·mol-I·K- I 

Thmperawre range 100 to 3.:50 K. Cp value estimated trom graph. 
Phase Changes 
c,IV Ic,II1 220 K 
c,lII/c,Il 
c,lVc,I 

275 K 
302 K, 

Molecular Weight 156.2268 
Wiswesser Line Notation L66J C 1 D I 
Evaluation B 

6..H -104 J 'lUU!-1 

il5=0.35 J·mol- I. K- 1 

C 12H12 (c) 73GOO 
2,6-Dimethylnaphthalene 
Heat Capacity 298.15 K, Cp =202.5 J·mol- I. K- I 

One temperature. 
Molecular Weight 156.2268 
Wiswesser Line Notation L66J Cl HI 
Evaluation B 

C12H12 (c) 
2,6-Dimethylnaphthalene 
Heat Capacity 298.15 K, 

Temperature range 10 to 440 K. 
Entropy 298.15 K, 
Phuse Changcs 

clliq 383.32 K, 

Molecular Weight 156.2268 
Wi§wesser Line Notation L66J C1 HI 

Evaluation A 

C12H1Z (c) 
2,7 -Dimethylnaphthalene 

Heat Capacity 298.15 K. 
One temperature. 

Molecular Weight 156.2268 
Wiswesser Line Notation L66J Cl Il 
Evaluation B 

C 12II12 (\,;) 

2,7-Dimethylnaphthalene 
Heat Capacity 298.15 K, 

Temperature range 10 to 440 K. 
Entropy 298.15 K. 
Phase Changes 
c/liq 368.81 K. 

Molecular Weight 156.2268 

Wiswesser Line Notation L66J C 1 II 
Evaluation A 

77FIN/MES 

S=227.86 J·mol- I . K- I 

ilH=25056.7 J·mol- I 

il5=65.37 J·mol- t • K- I 

73GOO 

71FIN/Mt,~ 

uH=23351.3 J·mol- I 

8S==63.32 J·mol- I. K- I 
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C I2H l2 (liq) 93CHIIKNI 
2,7 -Dimethylnaphthalene 
Heat Capacity 298.15 K, Cp =251.85 J·mol-I·K- I 

Temperature range 298 to 700 K. 
Entropy 298.15 K, 5=283.36 J·mol- I. K- I 

Molecular Weight 156.2268 
Wiswesser Line Notation L66J C 1 II 
Evaluation A 

Values at 298.15 K were calculated with graphically extrapolated heat 
capacities. 

C I2H l2Cr (c) 69ANDIWES 
Bis(benzene )chromium 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 5=226.23 J·mol- I. K- I 

Molecular Weight 208.2228 
Wiswesser Line Notation L6.pJ .p-CR- .pL6.pJ 

Evaluation A 

C12H12CrBr (c) 
Bis(benzene )chromium bromide 
Heat Capacity 298.15 K, 

Temperature range 60 to 298.15 K. 

72NIKISAF 

Entropy 298.15 K, 5=339.5 J·mol- I. K- I 

Phase Changes 
c,II/c,I 234.6 K 
Molecular Weight 288.1268 

Wiswesser Line Notation L6c1>J cI>-CR- cl>L6c1>J &E 
Evaluation B 

C 12HI.2CrCI (c) 

Bis(benzene)chromium chloride 
Heat Capacity 298.15 K, 

Temperature range 60 to 298.15 K. 
Entropy 298.15 K, 
Phase Changes 
c.lIIcJ 178.75 K, 

Molecular Weight 243.6758 

72NTK/SAF 

5=335.1 J·mol- I . K- I 

~H= 1820 J ·mol- I 

.lS= 10.2 J·mol- I. K- I 

Wiswesser Line Notation L6c1>J cI>-CR- cl>L6c1>J &G 
Evaluation . B 

C12H12CrI (c) 
Bis(benzenekhromium iodide 
Heat Capacity 298.15 K. 

Temperature range 60 to 298.15 K. 

72NIKISAF 

Entropy 298.15 K. S=289.5 J·mol- I. K- I 

Phase Changes 
c.II/c.I 240.6 K, ~H= 1695 J 'mol- I 

15=7.04 J·mol- I. K- I 

Molecular Weight 335.1273 
Wiswesser Line Notation L6<P1 c/>-CR- c/>L6c1>J &1 
Evaluation B 

C 12H 12FeO (c) 

Acetylferrocent 
81TOM/CUR 

Heat Capacity 298 K. C,,=246.0 J ·mol- I. K- I 

Temperature range 293 to 353°C. Equation given. 
Phase Changes 
c/lig 358.7 K 
Molecular Weight 228.0732 

\Viswesser Line Notation L5c/>J <b-FE- -<bL5<bJ AVI 
Evaluation B 
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C 12H 12Ge (liq) 
Diphenylgermane 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 

79LEBILEI 

Entropy 298.15 K, 5=337.9 J·mol- I. K- I 

Phase Changes 
c/liq 239.44 K, .lH= lI9IO J·mol- 1 

.lS=49.74 J ·mol- I. K- I 

Molecular Weight 228.8168 
Wiswesser Line Notation R-GE-R 
Evaluation A 

C12H 12N20 (c) 77KARlBA~ 

4,4' -Diaminodiphenyl oxide; 4,4' -DiarninodiphenyI ether; 
Bis-(4- aminophenyl)ether 
Heat Capacity 300 K, C p = 258.4 J . mol-I. K- I 

Temperature range 60 to 400 K. 
Entropy 300 K, S=241.0J·mol- I ·K- 1 

Molecular Weight 200.2396 
Wiswesser Line Notation ZR DOR DZ 
Evaluation B 

C 12H 12N20 (c) 78MARICIC 
4,4' -Diaminodiph~nyl oxid~: 4,4' -Di~minodiph~nyl pthpr: 

Bis-(4- aminophenyl)ether 
Heat Capacity 298 K, Cp =280.7 J·mol-I·K- I 

Temperature range 298 to 502 K. 
Phase Changes 
clliq 465.4 K, .lH=7740 J·mol- I 

.lS=16.6 J·mol- I . K- I 

Molecular Weight 200.2396 

Wiswesser Line Notation ZR DOR DZ 
Evaluation D 

C12H 12N20 (c) 87LESILI< 
4,4'-Diaminodiphenyl oxide; 4,4'-Diaminodiphenyl ether; 
Bis-(4- aminophenyl)ether 
Heat Capacity 298 K, C p =278.2 J·mol- I . K- I 

Temperature range 250 to 400 K. 
Phase Changes 
c/liq 464 K 
Molecular Weight 200.2396 
Wiswesser Line Notation ZR DOR DZ 
Evaluation B 

C12H 12N20 2S (c) 
4,4' -Diaminodiphenyl sulfone 
Heat Capacity 298 K, 

Temperature range 250 to 400 K. 
Phase Changes 
c/liq 451 K 
Molecular Weight 248.2990 
Wiswesser Line Notation ZR DSWR DZ 
Evaluation B 

2,4-Diaminoazobenzene 

87LES/U 

41SAT/SOC 

Heat Capacity 323 K, C p =306.7 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value. 

Molecular Weight 212.2536 
Wiswesser Line Notation ZR CZ DNUNR 
Evaluation C 

Same data as 40SAT/SOG3. 
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C12H 120 4 (c) 89KIRICHU 
1,4-Dimethylcubane dicarboxylate 
Heat Capacity 298.15 K, 

One temperature. 
Phase Changes 
clliq 437.8 K, AH =41000 J. mol- J 

AS=93.7 J·mol-1·K- J 

Molecular Weight 220.2250 
Wiswesser Line Notation L444 B4 D4 4ABCD HTJ AVOI HVOI 
Evaluation B 

(C12H 120 4)n (c) 
Poly (butylene terephthalate) 
Heat Capacity 

82KARlSHV2 

Temperature range 60 to 500 K. C p data given graphically only. 
Phase Changes 
c/liq 498.0 K, AH=31800 J·mol- I 

AS =64.0 J ·mol- I • K- 1 

Extrapolated to 100% crystallinity. 
AH= 17500 J·mol- J 

Actual measurement for 55.5% crystallinity. 
Molecular Weight 220.2244 
Wiswesser Line Notation I*OVR DV04*1 
Evaluation B 

(CI2HI204)n (gls) 88CHEIPAN 
Poly (butylene terephthalate) 
Heat Capacity 280 K, C p = 254 J. mol- J . K- 1 

Temperature range 210 to 560 K. Data given graphically. Cp (J. 
mol- I .K- J)=0.000713 T2 +O.5203 T+52.16 (220 to 280 K) for 
semi crystal. 

Phase Changes 
c,IIIIc,II 248 K 

Glass transition for amorphous sample. 
c,IIIc,I 320 K 

Glass transition for semicrystalline sample. 
c,I/liq 5Ig K 

Molecular Weight 220.2244 
Wiswesser Line ~otation I*OVR DV04*/ 
Evaluation B 

C12H13NOZ (c) 

4-Methyl-7-dimethylaminocoumarin 
Phase Changes 

89ZHAlHUA 

c/liq 416.1 K, AH=2391S J·mol- J 

~S=56.91 J·mo}-J·K- 1 

Molecular Weight 203.2402 
Wiswesser Line NotatIOn lob J:)OYJ El I.."l"l&l 

Evaluation B 

CI1H1 .. N .. O (c) 73KAR/SAP 
4,4' -Dihydrazinodiphenyl oxide 
Heat Capacity 300 K, C,,=407.81 J·mo!"I·K- 1 

Temperature range 20 to 300 K. 
Entropy 300 K, S=322.63J·mol- ' ·K- ' 
Molecular Weight 230.2688 
Wiswesser Line Notation ZMR DOR DMZ 
Evaluation B 
Assumed -NHNH2 groups are In the .:J..4pOSltlons. 

C12H I4N40 (c) 73KARISAP 
3,3' ,4,4' -Tetraaminodiphenyl oxide; 3,3' ,4,4' -Tetraarninodiphenyl ether 
Heat Capacity 300 K, Cp =320.24J.mol- I .K- 1 

Temperature range 20 to 300 K. 
Entropy 300K, S==295.1J·mol- I ·K- 1 

Molecular Weight 230.2688 
Wiswesser Line Notation ZR BZ DOR CZ DZ 
Evaluation B 

C12H I4N40 (c) 77KARIRAB 
3,3' ,4,4' -Tetraaminodiphenyi oxide; 3,3' ,4,4' - Tetraaminodiphenyl ether 
Heat Capacity 300 K, Cp =400J.mol- I .K- J 

Temperature range 100 to 700 K. Data given graphically. Value 
estimated from graph. 

Entropy 300 K, S=293.9J·mol- J·K- J 

Phase Changes 
clliq 402.6 K, AH=25301 J·mol- J 

~S=62.8 J·mol- J
• K- 1 

Molecular Weight 230.2688 
Wiswesser Line Notation ZR BZ DOR CZ DZ 
Evaluation C(Cp ), A, (S,Phase changes). 

C12HI40 4 (Jig) 
Diethyl a-phthalate 

67CHA/HOR 

Heat Capacity 298.15 K, Cp =366.15 J·mol-I·K- 1 

Temperature range 10 to 360 K. Glass transition temperature about 180 
K. Also data for annealed glass and quenched glass IOta 170 K. 

Entropy 298.15 K, S=425.08 J.mol- J· K- 1 

Phase Changes 
C/liq 269.92 K, 

Molecular Weight 222.2402 
Wiswesser Line Notation 20VR BV02 
Evaluation A 

C12H 140 4 (Jiq) 
Dietliyl v-phthalate 

Heat Capacity 298.15 K, 
One temperature. 

Molecular Weight 222.2402 
'Viswesser Line Notation 20VR BV02 

Evaluation B 

AH= 17984 J·mol- J 

AS=66.63 J·mol- J· K- 1 

79FUC 

Ct?HuO" Oiq) 56SMIIDOL 
Diethyl p-phthalate; Diethyl terephthalate 
Heat Capacity 320 K, C,,=381 J·mol-1·K- 1 

Temperature range 43 to 75°C. Equation only. 
Phase Changes 
cllig AH=24600 J·mo!-I 

Melting temperature not given. Premelting over a IO K range was 
observed. 

Molecular Weight 222.2402 
Wiswesser Line Notation 20VR DV02 
Evaluation C 

C U HI5NO..! (Iiq) 

Phenylaminoethyl methacrylate 
Phase Changes 
c/liq 297.5 K, 

Molecular Weight 205.2560 

85KARJABD2 

~H=25465 J·mo\-l 
~S=85.60 I.mol- I . K-l 

Wiswesser Line Notation I VYl&V02MR 
Evaluation A 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 
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C12H16 (Iiq) 830RO/MRA 
Cyclohexylbenzeoe 
Heat Capacity 198.15 K, Cp=263.2 J·mol- I • K- 1 

Tpt)1p~rlltllr~ r::lnge 220 to 475 K. Cp {c)=O,8803 
(TIK)-29.2 (220 to 280.5 K); Cp(liq) =0.6130 (T/K)+80A (280.5 to 

475 K) J·mot- I . K- I . 

Phase Changes 
c/liq 280.5 K, AH= 15270 J·mol- I 

Molecular Weight 160.2584 
Wiswesser Line Notation L6TJ AR 
Evaluation A 

C12H16N20Z (c) 91ABAIDEL 
N-Acetylphenylalanine-N' -methyJamide(DL); 
2-(Acetylamino)-N-methy Ibenzenepropanamide(DL) 
Heat Capacity 298 K, Cp ::::::278.25J·mol- 1.K-1 

Data extrapolated to 298 K from values obtained at higher 
temperatures. 

Molecular Weight 220.2706 
Wiswesser Line Notation lVMYMVI.&lR -DL 
Evaluation C 

Cl2HI6NzOz (c) 91ABAIDEL 
N-Acetylphenylalanine-N'-methylamide(L); 2-(Acetylamino)-N
methylbenzenepropanamide(L) 
Heat Capacity 298 K, C p = 277.97 J. mol-I. K- I 

Data extrapolated to 298 K frorn values obtained at higher 
temperatures. 

Molecular Weight 220.2706 
Wiswesser Line Notation IVMYVMl&IR-L 
Evaluation C 

C"HU;01 (c) 88COLIJIM 
Pentamethylbenzoic acid 
Reat Capacity 298.15 K, 

One temperature. 
Molecular Weight 192.2572 
W\l>we););~r Lill~ N\)l~lhm QVR Dl Cl D1 Ll n 
Evaluation B 

C'2H'8 (c,l) 
Hexamethylbenzene 

30HlJFlPAR 

Heat Capacity 294.6 K, Cp '=254.8J·mol- 1·K- 1 

Temperature range 85 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=309.6 J·mol- I • K- 1 

Extrapolation below 90 K, 82.38)·mol- l ·K- 1
• 

Phase Changes 
c,[wc,rr 

c,lI/c,I 

108 K. 

151 K. 

Molecular Weight 162.2742 

AH= 1017 J·mor l 

~S=9.5 )·mo!-1·K- 1 

~H= 1551·mol~1 
..lS= 1.0 ]·mol- I • K- 1 

Wiswesser Line Notation lR HI CI 01 EI FI 
Evaluation B(Cp)'C(S) 

CuH,s (cJI) 
Hexamethylbenzene 
Heat Capacity 303 K. 

Temperature range 30 to 200 UC, 

Phase Changes 
c.ll/c.! 383.7 K, 

c.I!lig 43S.7 K, 

Molecular Weight 162.2742 

32SPAITHO 

~H:::::1766 J'mol- 1 

.lS::=4.60 J ·mo\-l. K-\ 
,\H:=?OMO J ·mol·· 1 

~S=47.0 J·mo\-I. K- 1 

Wiswesser Line Notation IR Bl CI Dl EJ FI 
Evaluation B 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 

CUH1S (liq) 47KUR 
Hexamethylbenzene 
Reat Capacity 455 K, Cp :=370.7 J·mol-I·K- 1 

Temperature range 183 to 256°C, rnean Cp ' two temperatures. 
Molecular Weight 162.2742 
Wiswesser Line Notation lR Bl Cl D1 El Fl 
Evaluation D 

CURlS (c) 
Hexamethylbenzene 

56MOM/SUG 

Heat Capacity 293.81 K, Cp :::=256.1 J·mal- I . K- J 

Temperature range 273 to 443 K Un smoothed experimental datum. 
I:'llase Changes 
c,IIIc,I 

c,Ifliq 

383.55 K, 

438.35 K, 

Molecular Weight 162.2742 

AH=1841 J'mol- I 

~S=4.?'1 J .mer l , K- 1 

~H=20585 J·mol- 1 

AS=46.86 J·mol- 1 • K- 1 

Wiswesser Line Notation 1R Bl Cl Dl E1 FI 
Evaluation B 

CnRlS (c,I) 
HeKamethylbenzene 
Heat Capacity 298.15 K, 

Temperature range 13 to 340 K, 

Entropy 298.15 K, 

65FRAlASl 

Phase Changes 
c,IIfc,l AH:::::1128.4 J,mol- 1 

AS=lO.08 J·mol- I . K- l 

Entropy obtained as difference of integral of observed C p over range 
115 to 128 K, and integral of extrapolated C p data. 

116.48 K, 

Molecular Weight 162.2742 
Wiswesser Line Notation lR B 1 Cl Dl EI FI 
Evaluation A 

C12H 18 (c) 
Hexamethylbenzene 
H90l\t C3padty 300 K 

Temperature range 3 to 300 K. 
Entropy 300 K. 
Phase Changes 
c,Illlc,II 117.5 K, 

First order transition. 
Molecular Weight 162.2742 

82ATAfGYC 

ilH:,990 J'mo\-l 
J.S=8.3 J·mol- I • K- 1 

Wiswesser Line Notation lR Bl CI DI EI FI 
Evaluation A 

An additional thermal anomaly producing a hump in the heat capacit: 
curve with a maximum of 50 J . mol-I. K -I at 128 K is hidden behinl 
the first order transition. 

C 12H 18 (c) 

Hexamethylbenzene 
Phase Changes 
c,IIIc,I tIS.S K, 

Molecular Weight 162.2742 

8SYOS/FC 

t..H= 1103 J'mol- I 

~S=9.55 J·mol- I • K- 1 

Wiswesser Line Notation lR Bl Cl DI .£I FI 
Evaluation A 

C 12H 18 (c) 

Hexamethylbenzene 
Phase Changes 
c.IIIcJ 384.0 K 

MQlecular Weight 162.2742 

88PETITS' 

J.H= 1500 J·moj-I 
~S=3.9 J·mol- l

• K- 1 

Wiswesser Line Notation 1 RBI C 1 DIE 1 FI 
Evaluation A 
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C12H IS (c) 89COLIJIM 
Hexamethylbenzene 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 162.2742 
Wi.nn:sser Line Notation IR Bl CI 01 EI FI 

Evaluation C 

C 12H IS (c) 
Hexamethylbenzene 
Phase Changes 

92FUJIINA 

c,lII/c,n 117.5 K, 

From 82ATNGYO 
c,III/c,! 382 K 
c.IJliq 439 K 
Molecular Weight 162.2742 

LlH= 1100 J ·mol- I 

LlS=9.3 J·mol-I·K- 1 

Wiswesser Line Notation IR BI Cl Dl EI FI 
Evaluation A 

C 12H I8 (iiy) 

n-Hexylbenzene 
Heat Capacity 

One temperature. 

293 K, 

Molecular Weight 162.2742 
Wiswesser Line Notation 6R 
Evaluation C 

48TSC 

C 12H IS (Jiq) 89LAIJROD 
trans,trans,cis-I,5,9-Cyclododecatriene 

Heat Capacity 298.15 K, Cp =287.76J·mol- J ·K- 1 

One temperature. 
Molecular Weight 162.2742 
Wiswesser Line Notation L-12- AU EU rUTJ -TIC 
Evaluation B 

C12HIS (Jig) 63GUD/CAM 
1,4:5,8-Dimethanodecal in; 1,4:5,8-Oi methanodecahydronaphthalene 
Heat Capacity 313 K, Cp =334.3 J·mol- J

• K- 1 

Temperature runge 313 to 423 K. 

Molecular Weight 162.2742 
Wiswesser Line Notation L D5 C555 A D-TJ 
Evaluation 0 

Compollnrl m:sumed to be 1,.:1:5,S-Dimethanodecalin i.omer. 

C 12H 1SBe.PI3 (c) 47JAF 
Beryllium oxyacetate 

Heat Capadty 298.95 K. Cp =553.1 J·mor J·K- I 

Temperature range 297 to 332 K. Unsmoothed experimental datum. 
Molecular Weight 406.3 I 51 
Wiswesser Line Notation OV 1 6 .BE 4 &0 
Evaluation C 

C12HI8Be40\3 (c) 55MOM/SEK 
Beryllium oxyacetate 
Heat Capacity 298.85 K. Cp = 514.6 J. mol-I. K- I 

Temperature range 273 to 370 K. Unsmoothed experimental datum. 
Phase Changes 
cJl/cJ 315 K 

Lambda type transition at 315 K. Transitions also indicated at 305. 350 
and 398 K. 

c,Uliq 421 K. J.H=27196 J 'mol- I 

J.S=-l8.5 J ·mor- I . K- I 

:\,IoJecular Weight ..J.Ob.J 15 I 

Wiswesser Line Notation OV 1 6 .BE 4 &0 
Evaluation B( C,l I, A(Phase changes) 

C12H18Cu04 (e) 92RIBIFER 
B is(3-methy Ipentane-2,4-dionato )copper(II) 
Phase Changes 
c/g 430 K, LlH=132700J'mol- 1 

Molecular Weight 289.8178 
Wiswesscr Line Notation 060-CU-O AD] 01 EI FI D-& D060-CU-O 
ADJ Dl EI FI 
Evaluation A 

C 12H ISO (e) 92ABB/JIM 
l-Adamantyl methyl ketone 
Heat Capacity 298.15 K, 

One temperature. 

Molecular Weight 178.2736 
Wiswesser Line Notation L66 B61B-HIDI A B- C IB ITJ FVI 
Evaluation B 

C l1H ISOZ (Jiq) 
Acetophenone diethyl ketal 

77KARISAP 

Heat Capacity :L~lS K, Cp =2IO J·mol-r·K- ' 
Temperature range 60 to 340 K C" estimated from equation: 
Cp =(475) (0.71198-0.000908T). 

Molecular Weight 194.2730 
Wiswesser Line Notation 20Xl&02&R 
Evaluation D 

C t2H ISOZ (gls) 78KARISAP 
Acetophenone diethy! ketal 

Entropy 298.15 K, S=364.3 J·mo!-I·K- J 

Molecular Weight 194.2730 
Wiswesser Line Notation :LUXl&U:L&R 

Evaluation A 
T(glass) = 173.2 K. 

92ABBIJI:v12 
Adamantane-I-carboxylic acid methyl ester 
Heat Capacity 298.15 K, C" = 264.2 J. mol-I. K - J 

One temperature. 
Molecular Weight 194.2730 
Wiswesser Line Notation L66 B6 iB-HI A B- C 1B ITJ FVO 1 
Evaluation B 

C 12HZO (liq) 63GUD/CAM 
PerhydromethylcycJopentadiene dimer 

Heat Capacity 313 K, Cp =292.2 J·mol- I. K- I 

Temperature range 313 to 523 K. 
Molecular Weight 164.2900 
Wiswesser Line Notation L B545TJ X 1 X I 
Evaluation C 

Cn H1() (Jiq) 62GOLIBEL 
TricycJo[6.2.I.l'·6]dodeeane 

Heat Capacity 311 K, C,,=279.9J'mol- I.K- J 

Temperatures 100, 200. 300 OF. 
Molecular Weight 164.2900 
Wiswesser Line Notation L59 05 A 0-TJ 
Evaluation C 

,I PhllC: ('hoM Qof n!:ltl) \1,,1 .,r; Nt"I 1 1 oo~ 
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C12H20BrN (c) 
6-Phenylhexylammonium bromide 
Phase Changes 
c,II/c,I 334 K, 

Molecular Weight 258.2007 
Wiswesser Line Notation Z6R &EH 
Evaluation A 

C12H20CIN (c) 
6-Phenylhexylammonium chloride 
Phas~ Changes 
c,IV Ic,III 319 K, 

c,UIIc,U 338 K, 

c,IIIc,I 345 K, 

Molecular Weight 213.7497 
Wiswesser Line Notation Z6R &GH 
Eyniuntion A 

C12H20N203 (c) 
6-Phenylhexylammonium nitrate 
Phase Changes 
c,II/c,I 325 K, 

Molecular Weight 240.3016 
Wiswesser Line Notation Z6R &WNQ 
Evaluation A 

89VANIWHI 

6.H= 14400 J ·mol- I 

LlS=5.2 J·mol- I. K- I 

89VANIWHI 

6.H=40J·mol- 1 

LlS=0.02 J·mol- I. K- I 

6.H= 1170 J·mol- I 

6.S=0.41 J·mol- I. K- I 

6.Il=550 J'rnol- I 

6.S=0.19 J·mol- I. K- I 

89VANIWHI 

6.H=21700 J·mol- I 

6.5=7.9 J·mol- I. K- I 

(C12H200 4)n (c) 58WUNIDOL 
Pol y( ethylenesebacate) 
Heat Capacity 298 K, Cp =469J.mol- I.K- 1 

Temperature range 256 to 408 K. Value per repeating monomer units. 
Phase Changes 
c/liq 342 K 
Molecular Weight 228.2876 
Wiswesser Line Notation /*V020V8*1 
Evaluation C 

C12H200 6 (liq) 
Tripropionin 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 260.2864 

86NILIWAD 

Wiswesser Lin~ Notation 2VOlYOV2&10V2 
Evaluation A 

C12H22 (Iiq) 62GOLIBEL 
Isopropylhydroindan 
Heat Capacity 311 K Cp =329.7 J·mol-I·K- I 

Temperatures 100. 200. 300 oF. 
Molecular Weight 166.3058 
Wiswesser Line Notation L56TJ XY 1 & I 
Evaluation C 

C12H22 (\iq) 
Isopropylhydroindan 
Heat Capacity 313 K, 

Temperature range 313 to 423 K. 
l\Iolecular Weight 166.3058 
Wiswesser Line Notation L56TJ XYl& 1 
Evaluation C 

63GUD/CAM 

C,,=327.2 J ·mol- I . K- I 

C12H22 (liq) 
a-Ethyldecalin 
Heat Capacity 311 K, 

Temperatures 100, 200, 300 ° F. 
Molecular Weight 166.3058 
Wiswesser Line Notation L66TJ B2 
Evaluation C 

C12H22 (Iiq) 
a-Ethyldecalin 
Heat Capacity 313 K, 

Temperature range 313 to 483 K 
Molecular Weight 166.3058 
Wiswesser Line Notation L66TJ B2 
Evaluation C 

62GOLIBEL 

63GUD/CAM 

C12H22 (liq) 62GOLIBEL 
.B-Ethyldecalin 
Heat Capacity 311 K, CJI=?904 J.mol- I . K-I 

Temperatures 100, 200, 300 0 F. 
Molecular Weight 166.3058 
Wiswesser Line Notation L66TJ C2 
Evaluation C 

C12H22 (Iiq) 63GUD/CAM 

.B-Ethyldecalin 
Heat Capacity 313 K, Cp =292.5 J·mol-I·K- I 

Temperature range 313 to 483 K 
Molecular Weight 166.3058 
Wiswesser Line Notation L66TJ C2 
Evaluation C 

C12H22 (liq) 63GUD/CAM 

Dimethyldecalin 
Heat Capacity 313 K, Cp =303.3 J·mol- I. K- I 

Temperature range 313 to 483 K 
Molecular Weight 166.3058 
Wiswesser Line Notation L66TJ X 1 Xl 
Evaluation C 

C12H22 (liq) 
Ethyldecalin 
Heat Capacity 313 K, 

Temperamre range 313 to 423 K. 

Molecular Weight 166.3058 
. Wiswesser Line Notation L66TJ X2 

Evaluation C 

63GUD/CAM 

C12H22 Oiq) 62GOLIBEI 
BicyC\ohexyl 
Heat Capacity 311 K C p = 300.4 J. mol-I. K- I 

Temperatures 100, 200, 300 OF. 
Molecular Weight 166.3058 
Wiswesser Line Notation L6TJ A- AL6TJ 
Evaluation C 
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C12H22 (Jiq) 63GUD/CAM 
BicycIohexyJ 
Heat Capacity 313 K, 

Temperature range 313 to 483 K. 
Molecular Weight 166.3058 
Wiswesser Line Notation L6TJ A- AL6TJ 

Evaluation C 

C12H22 (Jiq) 
Bicyclohexyl 

830RO/MRA 

Heat Capacity 298.15 K, C p = 283.0 J. mol-I. K- I 

Temperature'range 220 to 475 K. Cp =O.7589 (T/K)+56.7 (277.2 to 

475 K) J ·mol- I. K- I. 

Phase Changes 
c,IV/c,III 
c,nI/c,n 

256.1 K, 
267.5 K, 

c,IIIc,I 273.5 K, 

e,I/liq 277.2 K, 
Molecular Weight 166.3058 

AH=1540J·mol- 1 

AH=740 J·mo!-I 
AH-7080 J mol- I 

AH=6780 J·mol- I 

Wiswesser Line Notation L6TJ A- AL6TJ 
Rvahmtion A 

C12H22 (Iiq) 
Bicyclohexyl 
Phase Changes 
c,IV/c,IU 

c,llI/c,1I 

e,IIic,I 

(',TIlii] 

256.5 K, 

267.0 K, 

273.6 K, 

?774 K. 

Crystal/isotropic liquid transition. 
Molecular Weight 166.3058 

92HORIKLA 

AH= 1350 J ·mol- I 

AS=5.3 J·mol- I . K- I 

AH=320J·mol- 1 

AS= 1.2 J ·mol- I. K- I 

AH=7090J·mol- 1 

AS=25.9 J·mol- I . K- I 

,,\1-1=6610 J.mol- I 

AS=23.8 J·mol- I . K- I 

Wiswesser Line Notation L6TJ A- AL6TI 
Evaluation A 

DSC heating curve. 

C 12HZ20 2 (Jiq) 85KARJABD 
Oetyl methacrylate 
Heat Capacity 298.15 K, C p = 386.0 J. mol-I. K- I 

Temperature range 230 to 350 K .. C p (J. kg -I. K -I) - 126 J .S..J.. 2.2971 T. 

C p data calculated from equation. 
Phase Cbanges 
c/liq 230.3 K 
Molecular Weight 198.3046 
Wiswesser Line Notation 80VYl&UI 
Evaluation B 

C12H220 2 (liq) 

Oetyl methacrylate 
Phase Changes 
e!liq 230.3 K, 

l\lolecular Weight 198.3046 
Wiswesser Line ~otation 80VYl&UI 
Evaluation A 

85KARJABD2 

l.H=24085 J .mol- I 

~S= 104.6 ]·mol- I • K- 1 

CI2H2202 (Jiq) 85 KARJS Al 
Oetyl methacrylate 
Heat Capacity 298.15 K, Cp =386.2J·moI- I·K- 1 

Temperature range 90 to 350 K. Cp (c)=199.31+5.22T J/leg· K (95 to 
205 K); Cp(iiq)= 1261.84+2.30T J/kg. K (230.3 to 350 K). Cp data 
calculated from equation. 

Phase Changes 
c1Jiq 230.3 K 
Molecular Weight 198.3046 
Wiswesser Line Notation 80VYl&UJ 
Evaluation B 

CI2H220 2 (liq) 
Nonyl acrylate 
Phase Changes 
clliq 236.5 K, 

Molecular Weight 198.3046 
Wiswesser Line Notation 90VlUi 
Evaluation A 

85KARJABD2 

AH=23362] ·mol- 1 

t.S-98.8 J·mol- I . K- I 

C 12H220 Z (liq) 85KARJSAI 
Nony) acrylate 
Heat Capacity 298.15 K, Cp =417.9 I·mol- I. K- I 

Temperature range 90 to 350 K. Cp(c)=85.37+6.51 T J/kg. K (98 to 
210 K); Cp(iiq)=398.84+5.73T J/kg. K (236.5 to 350 K). Cp data 
calculated from equation. 

Phase Cho.nges 

clliq 236.5 K 
Molecular Weight 198.3046 
Wiswesser Line Notation 90Vl VI 
Rvahmtion 

C12H220 4 (Jig) 
Dibutyl succinate 
Heat Capacity 298.15 K, 

Temperature range 90 to 400 K. 
Entropy 298.15 K, 
Phase Changes 

c/liq 244.13 K, 

Molecular Weight 230.3034 
Wiswesser Line Notation ;fOV2V01 

Evaluation A 
T(glass)= 155.5 K. 

C12H220" (e) 
Dodecanedioic acid 
Phase Changes 
clliq 402.5 K, 

Molecular Weight 230.3034 
Wiswesser Line Notation QV10VQ 
Evaluation B 

89KHO/PUL 

5=548.44 J·mo)-J· K- I 

~H=2921l ]·mo)-I 

AS= 119.60 ]·mol- I . K- I 

74CINIBER 

t.ll ~50564 J 'lIJul "-I 

.lS= 125.60 j·mol- I . K- I 

.1 Phv~. Chpm. Ppf O~t~ Vnl ?~ Nn 1 1C\QA 
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2C12H220 4Pb (c) 
. Lead(lI) n-hexanoate 

Phase Changes 
clliq 335.9 K, 

Crystal-smectic. 
liqlliq 338.5 K, 

Smectic-isomorphous. 
liq/liq 350.2 K. 

Isomorphous-liquid. 
Molecular Weight 437.5034 
Wiswesser Line Notation OV5 2.PB 
Evaluation B 

C12H 220 4Zn (c) 
Zinc(II) n-hexanoare 
Phase Changes 
c,UUc,U 
c,IUc,I 
c,II1iq 

353 K, 
378 K, 
418 K, 

Molecular Weight 295.6834 
Wiswesser Line Notation OV5 2 .ZN 
Ev~lu~tion B 

76ADE/SIM 

b.H=6020 J·mol- I 

b.S= 18.0 J ·mol- I . K- I 

b.H= 15800 J·mol- I 

b.S=46.4 J·mol- I . K- I 

b.H= 1300 J·mol- I 

b.S=3.8 J·mol- I. K- I 

78 KONIRUF 

b.H=7000 J·mol- I 

b.H=6400 J·mol- I 

b.H=26000 j·mol- I 

b.S=62 J·mol- I. K- I 

(C12H 220 S)n (c) 91YINILIU 
Ethyl cellulose 
Heat Capacity 298 K, Cp =392.6J.mol- I.K- 1 

Temperature range 293 to 338 K. C p value reported at 298 K is 1.594 
Jig· K. 

Molecular Weight 246.3028 
Wiswesser Line Notation IT50TJ B* C02 D02 EO* FI021 
Evaluation B 

C12H220 6 (liq) 82BABIRAB 
Oligoethylene butylene glycol adipate; 1,4-Butylene glycol-ethylene 
glycol-adipic acid oligomer 
Heat Capacity 298.15 K, Co =482.4J·mol- I.K- 1 

Temperature range 5 to 330 K. Cp =1.839 kJ·kg-I·K- 1 at 298.15 K. 
Entropy 298.15 K, S=471.1 J·mol- I. K- I 

SO=1.796 kJ·kg-I·K- I at 298.15 K. 

Phase Changes 
gls/liq 207 K, 

l\lolecular Weight 262.3022 
Wiswesser Line Notation Q40V4V02Q 
Evaluation A 

b.H= 11565 J·mol- I 

tlS=55.87 J·mol- I. K- I 

Data for glassy oligomer to liquid oligomer. 

C12H220 6 (liq) 82BABIRAB 
Oligoethylene butylene glycol adipate; 1,4-Butylene glycol-ethylene 
glycol-adipic acid oligomer 
Heat Capacity 298.15 K, Cp =482.4J·mol- I .K- 1 

Temperature range 5 to 330 K. C p = L839 kJ' kg-I. K- I at 298.15 K. 
Entropy 298.15 K, S=S27.0J·mol- I ·K- 1 

SO ==2.009 kJ·kg-I·K- 1 at 298.15 K. 
Phase Changes 
c.Uliq 290.7 K, 

Molecular Weight 262.3022 
\Viswesser Line Notation Q40V4V02Q 
Evaluation A 

.).H=32709 J·mol- I 

')'S= 112.S ]·mol- I . K- I 

Data for crystalline oligomer to liquid oligomer. 

03MAG 
Sucrose; Cane sugar 
Heat Capacity 298 K, Cp =431.1 J·mol-I·K- I 

, One temperature. C p given as 0.301 cal. g -I. K- I . 
Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ B 1 Q CQ DQ EQ FO- BT50TJ B 1 Q 
CQ DQ E1Q -A&BD -B&CEF -A&BD -B&CE 
Evaluation D 

33PARIHUF 
Sucrose; Cane sugar 
Heat Capacity 297.0 K, Cp =422.50J·mol- I .K- 1 

Temperature range 94 to 297 K. Value is unsmoothed experimenta' 
datum. 

Entropy 298.1 K, S=360.2 ]·mol- I. K- I 

Extrapolation below 90 K, 113.2 J ·mol- I. K- I. 
Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ 1:31 Q CQ DQ EQ FO- BTSOTJ B 1 C 
CQ DQ E1Q -A&BD -B&CEF -A&BD -B&CE 
Evaluation B(Cp ), C(S) 

C12H 220 11 (c) 
Sucrose; Cane sugar 
Heat Capacity 298.15 K, 

Temperature range 298 to 1fi1 K. 
Molecular Weight 342.2992 

SOANDIHIC 

Wiswesser Line Notation T60TJ B 1 Q CQ DQ EQ FO- BTSOTJ B 1 C 
CQ DQ E1Q -A&BD -B&CEF -A&BD -B&CE 
Evaluation B 

89FINJFRP 
Sucrose; Cane sugar 
Heat Capacity 300 K, Cp =430J·mo!-I·K- 1 

One temperature. T(glass)=330 K. 
Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ B 1 Q CQ DQ EQ FO- BT50TJ B 1 C 
CQ DQ EIQ -A&BD -B&CEF -A&BD -B&CE 
Evaluation B 

C12Hn Oll (c) 93 PUT/B OE 
Sucrose; Cane sugar 
Heat Capacity 298-.1 5 K, C p =424.30 J. mol-I. K- I 

Temperature range 10 to 340 K. 
Entropy 298.15 K, S=392.40J·mol- I·K- 1 

Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ B 1 Q CQ DQ EQ FO- BT50TJ B I ( 
CQ DQ EIQ -A&BD -B&CEF -A&BD -B&CE 
Evaluation A 

C12H 220 n (c) 

Maltose 
03MAC 

Heat Capacity 29g K, CI'-461.2 J mo)-I K-I 
One temperature. C p given as 0.322 cal· g-I. K- I. 

Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ BQ CQ DQ FIQ EO- BT60TJ CQ DC 
EQ FIQ -A&CE -B&BDF -A&BCE -B&DF 
Evaluation D 

C12H220 n (c) 81KAWINI 
Maltose 
Heat Capacity 300 K, Cp=43SJ·mol~I.K-1 

Temperature range 270 to 325 K. C" given as 1.27 J. g -I. K -I at 300 y; 

Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ BQ CQ DQ FIQ EO- BT60T] CQ D( 
EQ FIQ -A&CE -B&BDF -A&BCE -B&DF-
Evaluation B 
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C12H2zO u (c) 03MAG 
Lactose; Milk sugar 
Heat Capacity 298 K, Cp =412.5 J·mol- I. K- I 

One temperature. Cp given as 0.288 cal· g-I. K- I. 
Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ BQ CQ DQ FIQ EO- BT60TJ CQ DQ 
EQ FI Q -A&CE -B&BDF -A&BCE -B&DF 
Evaluation D 

C12H220 n (c) 36FURISTE 
,B-Lactose 
Heat Capacity 298.44 K, Cp =408.27 J·mol-I·K- I 

Temperature range 83 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298 K, S=403.3 J ·mol- I. K- I 

Extrapolation below 90 K, 26.00 cal· mol-I. K- I. 
Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ BQ CQ DQ FIQ EO- BT60TJ CQ DQ 
EQ FIQ -A&CE -B&BDF -A&BCE -B&DF 
Evaluation B(Cp)'C(S) 

C12H2ZO Il (c) 41ANDISTE 
,B-Laetose 
Heat Capacity 289.44 K, Cp =399.78J·mol- I.K- 1 

Temperature range 65 to 290 K. Value is un smoothed experimental 
datum. 

Entropy 298.15 K, S=386.2J·mol- I ·K- 1 

Extrapolation below 90 K, 94.6 J. mo\-I . K- I. 
Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ BQ CQ DQ F 1 Q EO- BT60TJ CQ DQ 
EQ FIQ -A&CE -B&BDF -A&BCE -B&DF 
Evaluation B(Cp)'C(S) 

C12H220 11 (c) 8lKAWINIS 
Lactose; Milk sugar 
Heat Capacity 300 K. Cp =418 J·mol- ' · K- 1 

TCllIjJt:ldtun:: range 270 to 325 K. C p given a~ 1.22 J. g-I. K- 1 at 300 K. 

Molecular Weight 342.2992 
Wiswesser Line Notation T60TJ BQ CQ DQ F 1 Q EO- BT60TJ CQ DQ 
EQ FIQ -A&CE -B&BDF -A&BCE -B&DF 
Evaluation B 

CI2H2z0n·HzO (c) 
u-Lactu1\c; lllUIIUhyuldte 

Heat Capacity 297.42 K. 
Temperature range 60 to 298 K. Value 
datum. 

41AND/STE 

Entropy :298.15 K. S-414.6J mol-I K-I 

Extrapolation below 90 K. 10 1.3 J. mol-I. K- I. 
Molecular Weight 360.3144 
Wis,"esser Line Notation T60TJ BQ CQ DQ FIQ EO- BT60TJ CQ DQ 
EQ FIQ -A&BrF -RRrm:: -A&r -RRrRnFF RrQH 

Evaluation B(Cp)'C(S) 

CI2H220lJ'Hl0 (c) 4IAND/STC 

,B-Maltose monohydrate 
Heat Capacity 296.27 K. C{,=450.70 j·mo!-i. K-" 

Temperature range 60 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15K. 5=-1-l7.6J·mo\-I·K· 1 

Extrapolation below 90 K. 101.3]·mol- I ·K-'. 
Molecular Weight 360.3 1-1-4 
Wiswesser Line Not:;ltion T60T J BQ CQ DQ F I Q EO- BT60TJ CQ DQ 
EQ FlQ -A&CE -B&BDF -A&BCE -B&DF &QH 
Evaluation B(C1,).C(S) 

C12H Z30 2Tl (c) 
Thallium n-dodecanoate 
Phase Changes 
e,IIUe,1I 312 K, 

dUe,I 354 K, 

liq/liq 471 K, 

Mesophase-isotropic. 
c,IIIiq 398 K, 

Solid-mesophase. 
Molecular Weight 403.6825 
Wiswesser Line Notation OVII .TL 
Evaluation B 

C 12H 230 2TI (c) 
Thallium n-dodecanoate 
Heat Capacity . 298.15 K, 

Temperature range 7 to 470 K. 
Entropy 298.15 K, 

Phase Changes 
e,VUc,V 283.0 K, 

c,V/c,IV 285.2 K, 

c,lVJc,III 293.6 K, 

c,IIUc,II 312.3 K 

e,IUc,I 356.6 K, 

c,J/liq 400.1 K 

Solid-mesophase. 
Jiq/liq 471.6 K, 

Mesophase-isotropic liquid. 
Molecular Weight 403.6825 
Wiswesser Line Notation OVll .TL 
Evaluation A 

C12Hz4 (Iiq) 
I-Dodecene 
Heat Capaclty 298.15 K, 

Temperature range II to 360 K. 
Entropy 298.15 K, 

Does not include So. 
Pha:!>1;; Change:!> 

dUd 212.9 K. 

d/liq 237.93 K, 

Molecular Weight 168.3216 
Wiswesser Line Notation 11 U 1 
Evaluation A 

C12H24Nl02 (c) 
N,N'-Di-n-propyJadipamide 
Heat Capacit~: 393 K, 

Temperature range 393 to 583 K. 

Phase Changes 
C/Iiq 452 K. 

MolpC'lll::lr Wpight 12R.~~1R 

Wiswesser Line Notation 3MV4VM3 
Evaluation C 

76MEIfSEY 

IlH=3807 J·mol- I 

IlS=12.1 J·mol-I·K- I 

IlH=2427 ]·mol- 1 

IlS=6.69 J·mol- I. K- I 

6.H=1925 J·mol- I 

1l5=4.10 J·mol- ' · K- I 

IlH=5858 J·mol- I 

6.S = 14.2 J ·mol-\· K- I 

87LOPIWES 

Cp=471.84 J·mol- I . K- I 

S=451.06 ]·mol- I . K- I 

6.H= 1829 J ·mol- I 

6.S=6.49 J·mol- I . K- I 

6.H=2087 J·mol- I 

1l5=7.32 ]·mol- I . K- I 

IlH= 1413 J ·mol- I 

6.S=4.82 J·mol- 1 . K-\ 

6.H=4490 J ·mol- I 

IlS= 14.38 J ·mol- I . K- I . 

IlH=2054J'mol- 1 

6.S=5.74 ]·mol- I • K- 1 

6.H=5454J·mol- 1 

1l5= 13.64 J·mol- I . K- ' 

6.H=1971 J·mo!-I 
6.5=4.16 J·mol- I . K- I 

57MCCIFIN2 

5=484.80 J ·mol- I . K- I 

IlH=4552 J·mo!-I 
6.5=21.38 J·mol- i . K- I 

t1H=19907 J·mol-' 
t..S=83.67 Jmol- I K- I 

53WIL/DOL 

IlH=3611O J·mol- I 

IlS=79.9 J·mol- I. K- 1 
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1885STOlWIL 
Dodecanoic acid; Lauric acid 
Heat Capacity 279 K, Cp =381 J·mol-I·K- I 

Temperature range 0 to 100°C. Mean value 0 to 12 0C. 
Phase Changes 
c/liq 327 K, 

Molecular Weight 200.3204 
Wiswesser Line Notation QV 11 
Evaluation D 

Dodecanoic acid; Lauric acid 

AH =44940 J . mol-I 
A5= 137 J·mol- I. K- I 

24GARIRAN 

Heat Capacity 301 K, Cp =428.9 J·mol- I. K- I 

Temperature range 18 to 78°C. Mean value 19 to 39 0C. 
Phase Changes 
clliq 316.9 K, AH=36650 J·mol- I 

fiS= l1S.7 I.mol- I . K- I 

Molecular Weight 200.3204 
Wiswesser Line Notation QVll 
Evaluation B 

C12H240 2 (c) 

Dodecanoic acid; Lauric acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 345 K. 
Phase Changes 
c,I11iq 316.98 K, 

Molecular Weight 200.3204 
Wiswesser Line Notation QV 11 
Evaluation B 

n-Dodecane 

82SCHlMIL2 

Cp =404.28 J·mol- I . K- I 

AH=36295 J·mol- I 

A5= 114.51 J·mol- I. K- I 

3IHUFIPAR 

Heat Capacity 297.7 K, Cp =37 1.1 J·mol- I. K- I 

Temperature range 93 to 298 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=497.1 J·mo!-I·K- I 

Extrapolation below 90 K, 105.1 J·mol-I·K- I. 
Phase Changes 
c/liq 263.5 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B(CI')'C(S) 

C12H26 (liq) 

n-Dodecane 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 263.59 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation A 

C U H16 (Iiq) 
n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation A 

AH=36581 J·mol- I 

,.15= 138.8 J·mol- I. K- I 

54FIN/GR02 

5=490.66 J·mol- I. K- I 

,j,H=36836 J·mol- I 

.:l5= 139.75 J·mol- I. K- I 

73KALfWOY 

C,,=370.72 J ·mol- I
. K- I 

C12H26 (liq) 

n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C12H26 (liq) 

n-Dodecane 
Heat Capacity 298 K, 

Temperature range 298, 323, 363 K. 
Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C12H26 (liq) 
n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C l2H 26 (liq) 

n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C l2H26 . (liq) 

n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

n-Dodecane 

81GROlING 

82ZAR 

84GROIBEt-i 

g;]KUMIBE~ 

84ROU/GRC 

85COSIPAl 

Heat Capacity 298.15 K, Cp =376.91 J·mol- I . K- I 

Temperature range 283.15, 298.15, 313.15 K. 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C12H26 Oiq) 
n-Dodecane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C12H26 Oiq) 
n-Dodecane 
Heat Capacity 

One temperature~ 
298.15 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

85LAIIRQ[ 

86BENIDAI 
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C12H26 (jiq) 
n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 170.3374 
Wi~wPJ'!i:er T .inp Notation 12H 

Evaluation B 

C12H Z6 (jiq) 
n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C 12II26 (liq) 

n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecuhar Weight 170.3374 

Wiswesser Line Notation 12H 
Evaluation B 

C12H26 (liq) 
n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C12H26 (Jig) 
n-Dodecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation A 

C12H26 (Jiq) 
n-Dodecane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C12H26 (Jig) 
n-Dodecane 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 170.3374 
Wiswesser Line Notation 12H 
Evaluation B 

C12H26 Oiq) 
2.2A.6.6-Pcntamethylheptane 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 170.337-1-

86TARIAIC 

86WILILAI 

88ANDIPAT 

Cp =376.46 J.mol- I. K- 1 

88COSIHUU 

88PERJAIC 

89LAIfROD 

91TRE/COS 

88COS/HUU 

Wiswesser Line Notation IXl&l& 1 YI& IXl& 1&1 
Evaluation B 

C12H26 Oiq) 88PERIAIC 
2,2,4,6,6-Pentamethylheptane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 170.3374 
Wi~we~!i:er Lim~ Notation lXl&l&lYl&lXl&l&l 

Evaluation A 

C12H260 Oiq) 
I-Dodecanol; n-Dodecyl alcohol 
Heat Capacity 316 K, 

Temperature range 316 to 486 K. 
Phase Changes 
liq/g 343.15 K, 

No pressure measurement. 
Molecular Weight 1 &6.336& 

Wiswesser Line Notation Q12 
Evaluation B 

C12H260 (Jig) 
I-Dodecanol; n-Dodecyl alCohol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 186.3368 
Wiswesser Line Notation Q12 
Evaluation B 

79SVE 

6..H=84760 J·mol- I 

fj"S=246.74 J·mol- I. K- 1 

88ANDIPAT 

C12H260 Oiq) 89KHNZYK 
I-Dodecanol; n-Dodecyl alCohol 
lIeat Capadty 303.15 K, Cp =439.4J·mol- 1.K- 1 

Temperature range 303 to 533 K. 
Molecular Weight 186.3368 
Wiswesser Line Notation Q 12 
Evaluation B 

C12H260S (liq) 82ZAR 
Telrapropylene glycol 
Heat Capacity 298 K, C p = 560.0 J. mol -I. K- 1 

Temperature range 298. 323. 363' K. 
Molecular Weight 250.3344 
'Yi:mt:l)l)t:l" Lillt: Nutatiun QYOYOYOYQ 

Evaluation B 

C12H260 7 (Jig) 82ZAR 
Hexaethylene glycol 
Heat Capacity 298 K, C p =620.0 J. mol-I. K- I 

Temperature range 298, 323, 363 K. 
MOlecular weight 2~2.J.:U2 
Wiswesser Line Notation Q20202020202Q 
Evaluation B 

C12H26S (Iig) 82TUT/GAB 
l~Dodecanethiol; n·Dodecyl mercaptan 
Heat Capacity 300 K, Cp =442.81 J·mol-I·K- 1 

Temperature range 273 
T+9.070X 1O-5T2• 

to 373 K. Cp =423.01 +3.878X 10-2 

Molecular Weight 202.3974 
Wiswesser Line Notation SHl2 
Evaluation tl 
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C 12H270 4P (liq) 81NAZlRUD 
Tri-n-butylphosphate 
Heat Capacity 298.15 K, Cp =379.4 J·mol- I

. K- I 

Temperature range 283 to 423 K. C p given as 1.404 J. g -I. K- I at 
20 °e and 1.445 J.g-I. K- I at 30 °e. 

Molecular Weight 266.3167 
Wiswesser Line Notation OP04&04&04 
Evaluation B 

88VANIWHI 
Di-n-hexylammonium chloride 
Heat Capacity 300.92 K, Cp =408.6 J·mol- I . K- I 

Temperature range 25 to 350 K. Unsmoothed experimental datum. 
Phase Changes 
c,IIlIc,II 

c,lIIc,! 

115.25 K, 

279.39 K, 

Molecular Weight 221.8129 
Wiswesser Line Notation 6M6 &GH 
Evaluation A 

D.H=908 J·mol- I 

D.5=7.89 J·mol- I. K- I 

D.H= 15950 J·mo!-I 
~S=.s7.38 J·mol'I·K- 1 

C12H2SIN (c) 73JOHIMAR 
Tetra-n-propylammonium iodide 
Heat Capacity 298.15 K, Cp =349.4J.mol- I.K-1 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 5=432.2 J ·mol- I. K- I 

Phase Changes 
c,lIIc,1 218.3 K, L\H= 1350 J·mol- I 

IlS-6.19 J·llIUl- l
• K- I 

Molecular Weight 313.2644 
Wiswesser Line Notation 3 K3&3&3 &1 
Evaluation A 

C 12H 2S0 4Si (Uq) 85NKIlCHA 
Tetrapropyl silicate; Propyl silicate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 264.4363 
Wiswesser Line Notation 30-SI-03&03&03 
Evaluation B 

C I2H3QOSi2 (liq) 86DZHlKUL 
Hexaethyldisiloxane 
Heat Capacity 298.15 K, Cp =460 J·mol- I. K- I 

Temperature range 4 to ::IUU K. Cp(c)=SI.lS+ lAL44T-1./X 10 112 

(80 to 170 K); Cp (iiq)=282.22+0.626T-l.05X 1O- IT2 (200 to 300 K). 
Entropy 298.15 K, 5=622.7 J·mol- I. K- I 

Phase Changes 
c/liq 199.57 K, L\H=21400 J ·mol- 1 

Molecular Weight 246.5394 
Wiswesser Line Notation 2-S1-2&2&0-SI-2&2&2 
Evaluation A 

C12H3003Si3 (Iiql 
1.1,3J.5.S-Hexaethy\cyclotrisiloxane 
Heat Capacity 298.1S K, 

Temperature range 14 to 330 K. 

Entropy 298.1S K. 
Phase Changes 
e,III/c.I1 130 K. 

Glassy transition. 
eJIIc.I 242.3 K. 

82KULILEB 

Cp =S35.3 J·mol- I. K- I 

5=674.4 J·mol- I. K- I 

.lH=470J·moI- 1 

L\5=3.61 J·moI-I·K- 1 

'::'H= I 1730 J ·mol- 1 

'::'5=48.41 J·mol- I. K- I 

c.I/liq 283.41 K, ~H-119·10Jmol-1 

Molecular Weight 306.6237 
Wiswesser Line Notation T6-SI-0-SI-0-SI-OTJ A2 A2 C2 C2 E2 F2 
Evaluation A 

C12H3003Si3 (liq) 
1,1,3,3,5,5,-Hexaethylcyclotrisiloxane 
Heat Capacity 298.15 K, 

Temperature range 13 to 300 K. 
Entropy 298.15 K, 
Phase t:hanges 
c,IlIIe,II 140-168 K, 

Glassy transition. 
c,lIIc,! 242.3 K, 

c,1I1iq 283.24 K, 

Molecular Weight 306.6237 

84LEBIKUL 

5=671.4 J·mol- I . K- I 

ilH=470 J·mol- I 

D.5=2.1 J·mol- t • K- I 

D.H= 11700 J·mol- t 

L\5=48.4 J·mol- I . K- I 

D.H= 11940 J·mol- I 

D.5=42.2 I·mol- I. K- I 

Wiswesser Line Notation T6-SI-0-SI-O-SI-OTJ A2 A2 C2 C2 E2 F2 
Evaluation A 

C12H3003Si3 Oiq) 
1,1,3,3,5,5-Hexaethylcyclotrisiloxane 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIlIe,II 160 K, 

c ,lIIc ,I 242.3 K, 

c,1I1iq 280.2 K, 

Molecular Weight 306.6237 

8SDZHlKUL 

5=680.8 J·mol- I. K- t 

D.H=462 I·mol- 1 

il5=2.9 J·mol- t . K- 1 

ilH= 11824 J·mo!-t 
il5=48.8 J·mol- I. K- t 

L\H= 11424 J·mol- I 

AS=40.9 J·mol- I. K- I 

Wiswesser Line Notation T6-SI-0-SI-0-SI-OTJ A2 A2 C2 C2 E2 F2 
Evaluation A 

C12H3003Si3 (liq) 
1,1,3,3,5 ,S-Hexaethy lcyclotrisiloxane 
Heat Capacity 300 K, 

Temperature range 13.4 to 350 K. 
Entropy 300 K, 
Phase Changes 
e,lIVe,II 140-168 K, 

c,lIIc,I 242.4 K, 

c,Iiliq 283.41 K, 

Molecular Weight 306.6237 

88LEB/KUL 

C,,=536.53 J ·mol- I
. K- I 

~H=470.0 J .mol I 

il5=2.08 J·mol- I . K- I 

ilH= 11730.8 J ·mol- I 

il5=48.39 J·mor I. K- I 

Aff= 11940.3 J'lflul- 1 

6.5=42.07 J·mol- I. K- I 

Wiswesser Line Notation T6-SI-0-SI-0-SI-OTJ A2 A2 C2 C2 E2 F2 
Evaluation A 

C12H36ClCr3022 (c) 71S0RITAC 
Triaquo hexaeetate chromate chlonde hexahydrate 
Heat Capacity 278.084 K, Cp·=958.02J.mol- I .K- 1 

Temperature range I.S to 280 K. Value is unsmoothed experimental 
datum. 

Phase Changes 
c,II1cJ 211.4 K, AH=3322J'mol- 1 

AS= 13.778 J ·mol- I . K- I 

Two peaks were observed: at 211.4 K and 21S.5 K,!::J.H and AS give fOi 
overall transition. 

Molecular Weight 723.8442 
Wiswesser Line Notation CR3 0& QH 3 &OV J 6 &G &QH 6 
Evaluation A 
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CI2HS4Cr4NI20IsS3·10HzO (c) 72S0RlSEK 
Hexahydroxyhexaethylenediamine chromium sulfate decahydrate 
Heat Capacity 197.459 K, CI'=1001.82J.mol- I.K- 1 

Temperature range 1.4 to 200 K. Un smoothed experimental datum. 
Molecular Weight 1138.9442 
Wiswesser Line Notation CR 4 &Q 6 &Z2Z 6 &S-04*3 &QH 10 
Evaluation A 

C 13HsCI20 (c) 87ECOIBER 
p-Dichlorobenzophenone 
Heat Capacity 

Temperature range 175 to 205 K. Data given graphically. 
Phase Changes 
c,llI/c,I1 186.1 K, ~H=146J·mol-l 

c,II/c,I 189.5 K, ~H=251 J·mo1- 1 

Molecular Weight 251.l116 
Wiswesser Line Notation GR DVR DG 
Evaluation B 

CIJHsNIlOli (c) 
Tetryl-picric acid complex 
Heat Capacity 293 K, 

Temperature range 90 to 352 K. 
Molecular Weight 516.2508 

24TAYIRIN 

Wiswesser Line Notation WNNl&R BNW DNW FNW &WNR BQ 
CNWENW 
Evaluation C 

Xanthone 
Heat Capacity 298.15 K, 

One temperature. 
Phase Changes 
c/liq 449.63 K, 
liq/g 298.15 K, 
Molecular Weight 196.2050 

88SABlELW 

~H=26120 J·mol- I 

!J.H=98570 J ·mol- I 

Wiswesser Line Notation T C666 BV IOJ 
Evaluation A 

Thioxanthone 
Phase Changes 

92SABlELW5 

c/liq 487.88 K, t1H=35500 J·mol- I 

Molecular Weight 212.2656 
Wiswesser Line Notation T C666 BS IV J 
Eyaluation A 

CUH9F3N202 (cl 89PIN/GON 
2-[3-( tri fluoromethy I )-phen yllamino-3-pvridinecarbox vlic acid: Niflumic 
acid 
Heat Capacity 298.15 K, CI'=288.3 J ·mol- I. K- I 

Temperature range 100 to 500 K. Cp(c)=0.9T+20 J·moll·K- 1 (140 
to 465 K). Ct, value calculated from the equation. 

Phase Changes 
C!liq 475 K. 

Molecular Weight 282.2215 

~J-J =36800 J. mol-I 
~5=77 J·mor-I·K- I 

Wiswesser Line Notation T6TJ CVQ BMR CXFFF 
Evaluation A 

C13H9N (c) 
7,8-Benzoquinoline 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 324.104 K, 

Molecular Weight 179.2208 
Wiswesser Line Notation T B666 CNJ 
Evaluation A 

C13H9N (c) 
7,8-Benzoquinoline 

Heat Capacity 298.15 K, 
Temperature range 5 to 500 K. 

Entropy 298.15 K, 
Phnllc ChnngcII 

c/liq 324.104 K, 

Molecular Weight 179.2208 
Wiswesser Line Notation T B666 CN] 
Evaluation A 

C13H9N (c) 
Phenanthridine 
Heat Capacity 298.15 K, 

Temperature range 6 to 450 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIfc,I 354.16 K 
c,1/1iq 379.742 K 
Molecular Weight 179.2208 
Wiswesser Line Notation T B666 HNJ 
Evaluation A 

CI3H9N (c) 
Phenanthridine 
Heat Capacity 298.15 K. 

Temperature range 5 to 500 K. 
Entropy 298.15 K. 
Phase Changes 
c,lIfc,I J54.0 K, 

Extrapolated value. 
c,I/liq 379.74 K, 

Molecular Weight 179.2208 
Wiswesser Line Notation T B666 HNJ 
Evaluation A 

C]JH9 N (c) 

Phenanthridi ne 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 
Entropy 298.15 K, 
Phase Changes 
c.IIIc.I 354.0 K, 

Extrapolated value. 
c.I/liq 379.74 K, 

Molecular Weight 179.2208 
Wiswesser Line Notation T B666 HNJ 
Eyaluation A 

88STE/CHI 

5=213.20 J·mol- I. K- 1 

I1H= 14103 J·mol- I 

~5=43.51 J·mol- I. K- I 

89STE/CHI 

Cp =206.36 J·mol- I . K- I 

5=213.20 J·mol- I. K- 1 

~H= 14103 J·mo!-I 

~S=43.51 J·mol- I • K- 1 

86STE/CHI 

88STE/CHI 

~H=20.79 J·mo1- 1 

~5=0.059 J·mol- I. K- I 

I1H=22831 J·mo\-I 
I1S=60.12 J;mo]-I. K- 1 

89STE/CHI 

5=205.91 J ·mol- I. K- 1 

t1H=20.79 J'mor- I 

115 =0.059 J. mor I. K- I 

~H=22831 J·mo]-I 
115=60.12 J ·mol- I. K- I 

J. Phys. Chern. Ref. Data. Vol. 25, No.1, 1996 



350 E. S. DOMALSKI AND E. D. HEARING 

C13H~ (c) 86STE/CHI 
Acridine 
Heat Capacity 298.15 K, Cp =204.98 J·mol- I . K- I 

Temperature range 6 to 450 K. 
Entropy 298.15 K, S=208.00J·mol- I ·K-1 

Phase Changes 
clliq 383.243 K 
Molecular Weight 179.2208 
Wiswesser Line Notation T C666 BNJ 
Evaluation A 

C13H9N (C) 
Acridine 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 383.242 K, 

Molecular Weight 179.2208 
Wiswesser Line Notation T C666 BNJ 
Evaluation A 

CnH!lN (c) 
Acridine 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 383.242 K, 

Molecular Weight 179.2208 
Wiswesser Line Notation T C666 BNJ 
Evaluation A 

C13HlO (c) 
Fluorene; Diphenylenemethane 

88STE/CHI 

S=208.03 J·mol- I. K- I 

L1H=20682 J'mol- 1 

I:::.S=53.97 J·mol-I·K- I 

89STE/CHI 

S=208.03 J·mol- I. K- I 

I:::.H=20682 J ·mol- I 

I:::.S=53.97 J·mol- I. K- I 

44EIB 

Heat Capacity 298.1 K, Cp = 189.5 J ·mol- I . K- I 

Temperature range 25 to 200°C, equations only, in t 0c. Cp(c) 
=0.2479+0.001233t cal·g-I·C- I (25 to 70°C); Cp (liq)=0.320 
+0.00845t cal·g-I·C- I (114 to 200°C). 

Phase Changes 
c/liq 387.0 K, 

Molecular Weight 166.2220 
Wiswesser Line Notation L B656 HHJ 
Evaluation C 

Cl3HIO (c,!) 
Fluorene: Diphenylenemethane 
Heat Capacity 298.15 K, 

Temperature range 10 to 440 K. 
Entropy 298.15 K, 
Phase Changes 
c,IUc,I 288 K 

Second order transition. 
c,Uliq 387.94 K, 

Molecular Weight 166.2220 
Wiswesser Line Notation L B656 HHJ 
Ev~uation A 

I:::.H= 19870 J·mol- I 

I:::.S=51.3 J ·mol- I . K- I 

77FINIMES 

S=207.32 J·mol- I. K- I 

/).H= 19578.2 J·mol- I 

;lS=50.47 J·mol- I. K- I 

C13HtoN2 (Jiq) 
Diphenylcarbodiimide 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 287.41 K, 

Molecular Weight 194.2354 
Wiswesser Line Notation RNUCUNR 
Evaluation A 

84LEBIBYI< 

S=330.0 J·mol- I. K- I 

L1H=18550 J·mol- I 

L1S=64.54 J ·mol- I. K- I 

Data also given for the vitreous state and supercooled liquid from 5 t< 
287.41. T(glass)= 190 ± 1 K. 

C13HtoO (c) 
Benzophenone 
Phase Changes 
c/liq 321.2 K, 

Molecular Weight 182.2214 
Wiswesser Line Notation RVR 
RVl'IllIl'Ition C 

C13HlOO (c) 
Benzophenone 
Heat Capacity 300 K, 

Temperature range 80 to 345 K. 
Phase Changes 
clliq 321.03 K, 

Molecular Weight 182.2214 
Wiswesser Line Notation RVR 
Evaluation A 

1889EYr 

I1H-17669 J·mol- I 

L1S=55.0 J·mol- I • K- I 

83DEKlVAl' 

L1H= 18194 J·mol- I 

I:::.S=56.67 J·mol- I. K- I 

Cp (c)=40.42+0.4252 (T/K) +6.27021 X + 1O-4(T/K)2 (80 to 290 K) 
. mol-I. K-I.C/liq)= 150.19+0.4576 (TIK) (280 to 350 K) J·mol- I

. 

C13H 100 3 (c) 
Diphenyl carbonate 
Heat Capacity 298.15 K, 

Temperature range 15 to 310 K. 
Entropy 298.15 K, 
Molecular Weight 214.2202 
Wiswesser Line Notation: ROVOR 
Evaluation A 

58SINIHIl 

S=278.40 J·mol- I. K- I 

C13HllCI (Jiq) 31SMUANI 
Diphenylchloromethane 
Heat Capacity 298.5 K, C p =290A J mol- I K-I 

Temperature range 102 to 311 K. Value is unsmoothed experiment< 
datum. 

Molecular Weight 202.6829 
Wiswesser Line Notation GYR&R 

Evaluation C 

C13HllN (c) 
N -Methy lcarbazole 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 362.490 K 
Molecular Weight 181.2366 

86STE/CI-I 

S=234.30 J·mol- I. K- I 

Wiswesser Line Notation T B656 HNJ HI 
Evaluation A 
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CI3HnN (c) 
N-Methylcarbazole 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 362.490 K, 

Molecular Weight 181.2366 

87MEsrrOD 

8==234.30 J·mol- I
. K- I 

D.H= 17153.8 J·mol- I 

D.5=47.32 J·mol- I . K- I 

Wiswesser Line Notation T B656 HNJ HI 
Evaluation A 

Cl3HnN (c) 
N-Methylcarbazole 
Heat Capacity 298.150 K, 

Temperature range 10 to 400 K. 
Entropy 298.150 K. 
Phase Changes 
clliq 362.490 K, 

Molecular Weight 181.2366 

88MEsrrOD 

5=234.300 J·mol- I . K- I 

D.H=17153.71 J·mol- I 

D.5=47.32 J·mol- I . K- I 

Wiswesser Line Notation T B656 HNJ HI 
Evaluation A 

CI3HnN (c) 90JIMIROU 
N-Methylcarbazole 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 181.2366 
Wiswesser Line Notation T B656 HNJ HI 
Evaluation A 

Cl3HuN (c) 
N-Methylcarbazole 
Heat Capacity 298.15 K, 

Temperature range 4 to 345 K. 

92CALIMCD 

Entropy 298.15 K, 5=236.05 J·mol- I . K- I 

Molecular Weight 181.2366 
Wiswesser Line Notation T B656 HNJ HI 
Evaluation A 

CIJHUNO (e) 
Benzanilide 
Phase Changes 
c/liq 436.49 K, 
Molecular Weight 197.2360 
Wiswesser Line Notation RMVR 
Evaluation A 

C\3H!:! (c) 
Diphenylmethane 
Phase Changes 
C/liq 299.4 K, 
l\lolecular Weight 168.2378 
Wiswesser Line Notation RIR 
Evaluation C 

92SABlELW3 

D.H=2961O J ·mol- I 

1889EYK 

D.H= 19050 J·mol- I 

C13H12 (c) 
Diphenylmethane 

30HUFIPAR 

Heat Capacity 282.5 K, Cp =223.8 J·mol-I·K- I 

Temperature range 89 to. 312 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=239.3 J·mol-I·K- I 

Extrapolation below 90 K, 77.86 J. mol-I. K- I . 

Phase Changes 
clliq 298.3 K, 

Molecular Weight 168.2378 
Wiswesser Line Notation RIR 
Evaluation B( C p),C(S) 

Diphenylmethane 

D.H=18569 J·mol- I 

D.5=62.25 J·mol- I. K- I 

31SMI/AND 

Heat Capacity 298.5 K, Cp =233.5 J·mol~l. K- I 

Temperature range 102 to 322 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 168.2378 
Wiswesser Line Notation RIR 
Evaluation C 

CI3H12 (c) 
Diphenylmethane 
Heat Capacity 300 K, 

Temperature range 29 to 254°C. 
Molecular Weight 168.2378 
Wiswesser Line Notation RIR 
Evaluation B 

CI3H12 (c) 
Diphenylmethane 
Heat Capacity 303 K, 

Temperature range 303 to 353 K. 
Molecular Weight 168.2378 
Wiswesser Line Notation RIR 
Evaluation B 

CI3HI2 (c) 
Diphenylmethane 
Phase Changes 
c/liq 
c/g 
Molecular Weight 168.2378 
Wiswesser Line Notation RIR 

Evaluation A 

Ferrocene d IV thiourea clathrate (1: 3) 

50KUR 

Cp =279.9 J·mol- I . K- I 

56DUFIEVE 

86CHI/ANN 

D.H=19246 J·mol- I 

D.H=83262 J·mor:- I 

86S0R/SHI 

Heat Capacity 300 K, Cp =510 J·mol- I . K- I 

Temperature range 13 to 300 K. Data given graphically. Value given is 
an estimate from graph. 

Phase Changes 

c,Vl/c,V 

c,V/cJV 

c,IV/c,III 

dIllc,II 

c,Il/d 

145.8 K, 

160.6 K, 

173.4 K, 

187.1 K, 

219.0 K, 

Molecular Weight 424.4630 

D.H=57 J·mol- I 

D.5=0.39 J·mol- I . K- I 

D.H= 1762 J ·mol- I 

D.5= 10.62 J ·mol- I . K- I 

D.H=l1 J·mol- I 

D.5=0.07 J·mol- I . K- I 

D.H=31 J·mol- I 

D.S=0.17 J·mol- I . K- I 

D.H=57 J·mol- I 

D.S=O.27 J·mol- I . K- I 

Wiswesser Line Notation L5¢J &IA-EIH-2 5 4>-FE- <f;L5¢J 
&IA-E/H-25 &ZYZUS 3 
Evaluation A 
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C13H12N20 (c) 
1,3-Diphenylurea 
Phase Changes 
clliq 512.1 K, 

Molecular Weight 212.2506 
Wiswesser Line Notation RNVNR 
Evaluation A 

87FERIDEL 

LlH = 34620 1 ·mol- I 

LlS=66.5 1 ·mol- I. K- I 

C13H120 (c) 31SMIIAND 
Benzhydrol; Diphenylcarbinol 
Heat Capacity 298.5 K, Cp =236.8 l·mol- l . K- I 

Temperature range 102 to 299 K. Value is un smoothed experimental 
datum. 

Molecular Weight 184.2372 
Wiswesser Line Notation QYR&R 
Evaluation C 

C13H120 (c) 
Benzhydrol: Diphenylcarbinol 
Phase Changes 
clliq 338.5 K, 

Molecular Weight 184.2372 
Wiswesser Line Notation QYR&R 
Evaluation B 

C13H13N (Iiq) 
Methyldiphenylamine 
Heat Capacity 298 K, 

Temperature range 293 to 467 K. 
Molecular Weight 183.2524 
Wiswesser Line Notation INR&R 
Evaluation D 

74CINIBER 

LlH =229951· mol-I 
LlS=67.95 1 ·mol- I. K- I 

1881REI 

C13H14N2 (c) 66ZALlSTR 
Bis(4-aminophenyI)methane 
Heat Capacity 388 K, Cp =227.2 l·mol- l . K- I 

Temperature range 110 to 120°C, mean value. 
Phase Changes 
C/liq 366 K 
Molf'(,l1ll1r Weight 19R.2t170 

Wiswesser Line Notation ZR DIR DZ 
Evaluation D 

C13HI-l-N2 (c) 78MARJCIO 
Bis(4-aminophenyl)methane 
Heat Capacity 298 K, Cp=66.5 1 ·mol- I. K- I 

Temperature range 298 to -169 K. Data seem odd; values for solid 

increase from 66.5 to 606.31·mol- I·K- I at 370 K to 463.2 1· 
mol-I. K- I at 470 K. 

Phase Changes 
clliq 363.7 K, 

Molecular Weight 198.2670 
Wiswesser Line Notation ZR D I R DZ 
Evaluation D 

b.H=92251·mol- 1 

~S=25.4 1 ·mol- I. K- I 

C13H14N2 (c) 87LESILH 
Bis( 4-arninophenyl)methane 
Heat Capacity 298 K, Cp =270.91.mol- I.K-I 

Temperature range 250 to 400 K. 
Phase Changes 
clliq 366 K 
Molecular Weight 198.2670 
Wiswesser Line Notation ZR D lR DZ 
Evaluation B 

C13H14N202 (c) 
3,3'-Methylene bis(6-aminophenol) 
Heat Capacity 298.15 K, 

Temperature range 5 to 470 K. 

86KARlBAJ 

Entropy 298.15 K, S=284.6 l·mol- l • K- 1 

Molecular Weight 230.2658 
Wiswesser Line Notation ZR BQ DIR CQ DZ 
Evaluation A 

C13HU:N (c) 92STE/CH 
1,2,3,4-Tetrahydro-9-methylcarbazole 
Heat Capacity 298.15 K, Cp =241.351.mol- I.K- I 

Temperature range 5 to 460 K. Cp(iiq, 298.15 K)=290.62 11K· mo 
C l' value for the liquid at 298.15 K was calculated with graphic all 
extrapolated data. 

Entropy 298.15 K, S=260.891·mol- I·K- I 

S(Iiq, 298.15 K)=302.61 11K· mol. S value for the liquid at 298.15 I 
was calculated with graphically extrapolated data. 

Phase Changes 
c,IV/c,III 103.8 K, 
c,UIIc,II 162.4 K, 
c,IIIc,I 210.4 K, 
c,IIliq 323.71 K, 
Molecular Weight 185.2682 

LlH=O.O l·mol- 1 

LlH=679.31·mol- 1 

LlH=O.O l·mol- 1 

LlH= 14666.8 l·mol- 1 

Wiswesser Line Notation T B656 HNT&&1 HI 
Evaluation A 

C13HlSN (c,I) 92STE/CHI 
1,2,3,4-Tetrahydro-9-methylcarbazole 
Heat Capacity 298.15 K, Cp =241.35 l·mol- l . K- I 

Temperattlfe range 5 to 660 K. Cp(iiq, 298.15 K)=290.62 11K· mo 
extrapolated. 

Entropy 298.15 K, S=260.89 l·mol- l . K- I 

S(liq, 298.15 K)=302.61 11K· mol, extrapolated. 
Phase Changes 
c,IV/c,III 
c,IIIIc,II 

103.8 K, 
162.4 K, 

c,11/c,l :z lOA K, 
c,I/liq 323.71 K, 
Molecular Weight 185.2682 

LlH=O.OJ·mol- 1 

t::..H=679 J'mol- I 

ilH=O.O J·mol l 

LlH= 14667 l·mol- 1 

Wiswesser Line Notation T B656 HNT&&J HI 
Evalualiull A 

C13H1SNO (Iiq) 86ACHIHA 
1-(1-Isocyanato-l-methylethyl)-3-(l-methylethenyl) benzene 
Heat Capacity 333 K, C p = 382 1· mol-I. K- I 

Temperature range 333,433 K. Cp =1.91.g- I.C- I. 
Molecular Weight 201.2676 
Wiswesser Line Notation OCNX2&I&R CYUl&1 
Evaluation C 

98% purity. 
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C\3H1SNO Oiq) 86ACHIHAS 
1-(I-Isocyanato-l-methylethyI)-4-(I-methylethenyI) benzene 
Heat Capacity 333 K, Cp =362J.mol- I.K-1 

Temperature range 333,433 K. Cp =1.8)·g-I·C- I. 
Molecular Weight 201.2676 
Wiswesser Line Notation OCNX2&1&R DYU1&l 
Evaluation C 

91 % purity. 

C 13H 1SNO (c) 40CAMlCAM 
p-Toluidine-phenol complex; Phenol-p-toluidine complex 
Heat Capacity' 293 K, Cp =216.7 J·mol- I. K- 1 

One temperature. 
Molecular Weight 201.2676 
Wiswesser Line Notation ZR DI &QR 
Evaluation C 

CnH16N203 (c) 40CAMJCAM 
Phenol-urea complex; Urea-phenol complex 
Heat Capacity 293 K, C p = 250.2 J. mol-I. K- I 

One temperature. 
Molecular Weight 248.2810 
Wiswesser Line Notation ZVZ &QR 2 
Eyaluation C 

C13H18 Oiq) 
I, I ,4,6-Tetramethylindan 
Heat Capacity 298. 15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Pha:st: Challgt::s 

c,!I1c,! 191 K 

81LEEIFIN 

5=348.0 J·mol- I. K- I 

c,Ifliq 273.51 K, ~H= 15742 J ·mol-\ 
Molecular Weight 174.2852 
Wiswesser Line Notation L56 T &J BIB I F 1 I I 
Evaluation A 

C 13H 18 (Jiq) 81LEEIFIN 

1, 1,4,7-Tetramethylindan 
Heat Capacity 298.15 K, Cp =302.5 J ·mol- I. K- 1 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 5=343.5 J·mol- I • K- 1 

Phase Changes 
c/liq 245.553 K. ,lH=11279J·mol- 1 

Molecular Weight 174.2852 
Wiswesser Line Notation L56 T&J BI Bl Fl HI 
Evaluation A 

T(glass)= 160 K. 

C 13H 19NOz (c) 71PRI 
Hexy I N-phenyIcarbamate 
Heat Capacity 298 K, C p =336.8 J·mol- I . K- 1 

Temperature range 200 to 390 K. Complete data deposited in VINITI, 
No. 2713-71. 25 March 1971. 

Phase Changes 
c/liq 328 K. 

.\Iolecular Weight 221.2986 
Wiswesser Line Notation 60VMR 
Eyaluation B 

j,H=32765 J'mol-! 
.is =99.9 J ·mol-'!. K- I 

C13HZO (liq) 
n-Heptylbenzene 
Heat Capacity 

One temperature. 
294 K, 

Molecular Weight 176.3010 
Wiswesser Line Notation 7R 
Evaluation C 

48TSC 

C13HZOO (liq) 88BAG/GUR 
6, I O-Dimethyl-4,5 ,9-undecatrien-2-one 
Heat Capacity 313.65 K, Cp =4l3.4 J·mol- I . K- I 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 192.3004 
Wiswesser Line Notation lYU3YUlU2VI 
Evaluation B 

C13HZOO (Jiq) 88BAG/GUR 
6,lO-Dimethyl-3,5,9-undecatrien-2-one 
Heat Capacity 297.85 K, Cp =382.7 J·mol- I . K- I 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 192.3004 
Wiswesser Line Notation IYU3YU2UIVI 
RVlIlulItion R 

C13HZOO Oiq) 88BAG/GUR 
4-(2,6,6-Trimethyl-l-cyclohexen-l-yl)-3-buten-2-one 
Heat Capacity 313.60 K, Cp =388.4J.mol- I .K- 1 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 192.3004 
Wiswesser Line Notation L6 AUTJ AI BIUIVI Cl Cl 
Evaluation B 

C13H2ZBrN (c) 
7-Phenylheptylammonium bromide 
Phase Changes 
c.IIfc.I 332 K. 

Molecular Weight 27_2.2275 
Wiswesser Line Notation Z7R &EH 
Evaluation A 

C 13HZzCIN (c) 

7-Phenylheptylammonium chloride 
Phase Changes 
c,II/c,! 310 K, 

Mult:l:ulat' \Vdghl 227.7765 

Wiswesser Line Notation Z7R &GH 
Evaluation A 

89VANIWHI 

L1H=9100 J 'mol- I 

L1S=3.46 J ·mol- I . K- I 

89VANIWHI 

~H= 10100 J ·mol- I 

~5==3.9 J·mol- I . K- I 
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C13H22FeN6S3 (c) 
Thiourea-ferrocene 
Heat Capacity 273.15 K, 

Temperature range 13 to 280 K. 
Entropy 273.15 K, 
Phase Changes 
c,V/c,IV 147.2 K, 

c,IV/c,III 159.79 K, 

c,lIl/c,1I 171.4 K, 

c,Il/c) 185.5 K, 

c,lIl/c,1 220 K, 

Molecular Weight 414.3840 

81S0R/OGA 

S=516.05 J·mol- I. K- I 

!::..H=263 J·mol- I 

!::..S= 1.8 J·mol- I. K- I 

!::..H= 1473 J·mol- I 

!::..S=9.24 J·mo1- 1• K- I 

!::..H= 14 J·mol- I 

!::..S=0.079 J·mol- I. K- I 

!::..H=35 J·mol- I 

!::..S=0.188 J·mol- I. K- I 

!::..H=77 J·mol- I 

!::..S=0.36 J·mol- I. K- I 

Wiswesser Line Notation T."r,hI r,h-FR- r,hT."r,hT ~7Y7TTS 1 

Evaluation A 

(C131I220 S)n (liq) 83SAN/CIO 

Diethylene glycol-glycerol-adipate polymer 
Heat Capacity 298.15 K, Cp =1287 J·mol-I·K- I 

Temperature range 273.15 to 323.15 K. C p O(kJ· kg -I. 
K -I) -O.02359gT - 2.g35 

Molecular Weight 306.3120 
Wiswesser Line Notation I*02020V4V01YQ710*1 
Evaluation D 

Authors did not provide formula for repeating unit of polymer; 
assumed: diethylene glycol-adipate-glycerol, as repeating unit. The 
Cp value = 1287 J·mol-I·K- I is unrealistic. 

C13H24 Oiq) 
a-n-Propyldecalin 
Heat Capacity 311 K, 

Temperatures 100, 200, 300 OF. 
Molecular Weight 180.3326 
Wiswesser Line Notation L66TJ B3 
Evaluation C 

C13H24 Oiq) 
a-n-Propyldecalin 
Ht::ul Capacity 313 K, 

Temperature range 313 to 483 K. 
Molecular Weight 180.3326 
Wiswesser Line Notation L66TJ B3 
Evaluation C 

62GOLIBEL 

63GUD/CAM 

C13H24 (Jiq) 62GOLIBEL 
a-lsopropyldecalm 
Heat Capacity 311 K, Cp =316.3 J·mol- I . K- I 

Temperatures 100, 200, 300 0 F. 
Molecular Weight 180.3326 
Wiswesser Line Notation L66TJ BY1&1 
Evaluation C 

C13HZ4 (Iiq) 63GUD/CAM 
a-Isopropyldecalin 
Heat Capacity 313 K, C,,=318.4J.mol- I.K- 1 

Temperature range 313 to 483 K. 
Molecular Weight 180.3326 
Wiswesser Line Notation L66TJ BY I & I 
Evaluation C 

.1 Ph"c:: rh"m Q"f n~t~ Vnl ?I:\ "In 1 1 QQf\ 

C13H24 (liq) 63GUD/CA~ 
Isopropy ldecalin 
Heat Capacity 373 K, Cp =373.6J.mol- I.K- 1 

Temperature range 373 to 483 K. 
Molecular Weight 180.3326 
Wiswesser Line Notation L66TJ XY1&1 
Evaluation C 

C13H24 (Iiq) 63GUD/CN 
2-Methylbicyclohexyl 
Heat Capacity 313 K, Cp =331.4 J·mol- I. K- I 

Temperature range 313 to 483 K. 
Molecular Weight 180.3326 
Wiswesser Line Notation L6TJ A- BL6TJ Al 
Evaluation C 

C13HZ4 (Iiq) 62GOLIBE 
Dicyclohexylmethane 
Heat Capacity 311 K, C,,=355.2J·mol- I.K- 1 

Temperatures 100, 200, 300 oF. 
Molecular Weight 180.3326 
Wiswesser Line Notation L6TJ Al- AL6n 
Evaluation C 

63GUD/CAl\ 
Dicyclohexy lmethane 
Heat Capacity 313 K, Cp =320.1 J·mol- I. K- I 

Temperature range 313 to 483 K. 
Molecular Weight 180.3326 
Wiswesser Line Notation L6TJ A 1- AL6TJ 
Evaluation C 

89GUSIBA 
Nonyl methacrylate 
Heat Capacity 298.15 K, Cp =419.3 J·mol-I·K- I 

Temperature range 244 to 315 K. Cp (liq)=2354.676-5.05658J 
-0.127035T2 J/kg. K (244 to 315 K). Cp =419.3 J/mol· K calculated b 
interpolation of experimental data, does not agree with equation giver 

Molecular Weight 212.3314 
Wiswesser Line Notation90Vl Yl&U1 
Evaluation B 

C13HZ40 z (c) 
Tridecano lactone 
Heat Capacity 298.15 K. 

Temperature range 5 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 290.63 K. 

c,I/Jiq 300.4 K, 

Molecular Weight 212.3314 
Wiswesser Line Notation T-14-VOTJ 
Evaluation A 

81LEBIEV 

5=401.8 J ·mol- I . K- I 

!lH= 18150 J 'mol- ' 
!l5=62.45 J·mol- I . K- I 

i1H=9060 J·mol- I 

!::..5=30.2 J·mol- I . K- I 
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C13Hz40Z (c) 
Tridecanolactone 
Heat Capacity 298.15 K, 

Temperature range 10.3 to 330 K. 
Entropy 298.15 K, 
PIUIl!it: ClulIlgt::s 

c,II/c,I 

c,Vliq 

290.63 K, 

300.4 K, 

Molecular Weight 212.3314 
Wiswesser Line Notation T-14-VOTJ 
Evaluation A 

(C13H240 2)n (c) 
Poly( tridecanolactone) 
Ht:at Capacity 298.1.5 K, 

Temperature range S to 400 K. 
Entropy 298.15 K, 
Phase Changes 
1,;,11/1.;,1 

Glass/crystal. 
c/liq 

229 K 

368.1 K, 

Molecular Weight 212.3314 
Wiswesser Line Notation I*OV-14-*/ 
Evaluation A 

C13H240 4 (c) 

Tridecanedioic acid 
Phase Changes 
c/lig 387.5 K, 

Molecular Weight 244.3302 
Wiswesser Line Notation QVllVQ 
Evaluation B 

C13H2S0ZTI (c) 
Thallium lrillt:<.:anoalt: 

Heat Capacity 
Temperature range 34S to 460 K. 

Phase Changes 
c,V/c,IV 315.0 K, 

c,IV/c.III 328.1 K, 

c,IlI/c,Il 332.6 K, 

c,II1cJ 370.1 K, 

C',Uliq 397.9 K, 

Solid-mesophase. 
Molecular Weight C+17.7093 
Wiswesser Line Notatinn OVI2 .TT. 
Evaluation A 

81LEB/YEV 

5=401.9 J·mol- I • K- 1 

AH= 181S0 J ·mol- I 

AS =62.3 J ·mol- I. K- I 

AH=90S8 J·mol- I 

AS=30.2 J·mol- I . K- I 

81LEBIEVS 

S=351.6 J·mol- I . K- I 

AH=46000J·mol- 1 

AS= ]25 J·mol- I. K- I 

74CINIBER 

All =45296 J'moI- 1 

AS= 116.9 J·mol- I. K- I 

89ROU/TUR 

All-790 J. rno]-I 
AS=2.49 j·mol- I. K- I 

~H=4831 J·mo]-I 
,;j.S= 14.72 J·mol- I. K-: 
~H=9312 J ·mo!-I 
~S=28.02 J·mol- I. K- 1 

~H=2902 J·mol- I 

AS=7.82 J·mol- I . K- I 

AH=6294 J.mo\-I 
,;j.S= IS.80 J·mol- I. K-'I 

Mesophase-isotropic liquid transition. 464.7 K. AH= 1871 J/mol. 
~S=3.99 J/mol· K. 

49PARIMOO 
n-Heptylcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 
Entropy 298.15 K, S=446.9J·mol- 1·K- 1 

EXlrapulalioll beluw 80 K, 90.04J·mol- I ·K- 1
• 

Phase Changes 
clliq 232.8 K, 

Molecular Weight 182.3484 
Wiswesser Line Notation L6TJ A 7 
Evaluation (Cp),C(S) 

AH=22225 J·mol- I 

AS :=95.5 J. mol-I. K- I 

C13H Z60 (liq) 88BAG/GUR 
6,1O-Dimethyl-2-undecanone 
Heat Capacity 313.55 K. Cp=428.4 J ·mol- I • K- 1 

Temperature range 270 to 340 K. Un smoothed experimental datum. 
Molecular Weight 198.3478 
Wiswesser Line Notation 1 Y3Y3VI 
Evaluation B 

C13H260 2 (c) 
Tddecanolc acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 340 K. 
Phase Changes 
c,Wc,I 307.1 K, 

c,Uliq 31S.01 K, 

Molecular Weight 214.3472 
Wiliwelilier Line Noiatiull QV12 

Evaluation B 

C13H260ZSi3 (Iiq) 

82SCHIMIL 

AH=8730 J·mol- I 

~S==28.41 J·mol I. K 1 

AH=33729 J·mo!-I 
AS=107.07 J·mol- I·K- I 

84DZH/KUL 
1, I, 1,3,S,5,S-Heptamethyl-3-phenyltrisiloxane 
Heat Capacity 298.15 K 

Temperature range S to 300 K. 
Entropy LIJ~.l':' K. 

Phase Changes 
c/liq 226.84 K 

Molecular Weight 298.6037 

AH=18293 J·mol- 1 

~S=80.7 J·mol- I. K- I 

Wiswesser Line Notation l-SI-l&l&O-SI-l&R&O-SI-I&l&1 
Evaluation A 

CU H 260" (c) 
I-Monocaprin 
Heat Capacity 298 K. 

One temperature. f3L torm. 
Molecular Weight 246.3460 
Wiswesser Line Notation Q 1 YQ 1 OV9 
Evaluation B 

6SSILIDAU 

C,,=410.0 J·mol- I . K- I 
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2C13H28 (liq) 

n-Tridecane 
Heat Capacity 298.15 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 
Phase (;h9nges 
c,lIIc,! 

c,IIliq 

255.0 K, 

267.79 K, 

Molecular Weight 184.3642 
Wiswesser Line Notation 13H 
Eval'uation A 

C 13H28 (Jiq) 
n-Tridecane 
Heat Capacity 

Une temperature. 
303.15 K, 

Molecular Weight 184.3642 
Wiswesser Line Notation 13H 
Evaluation B 

C13H2s (c) 
Tri(tert-butyl)methane 
Hea,t Capacity 298.15 K, 

One temperature. 
Molecular Weight 184.3642 

54FIN/GR02 

IlH=7661 J·mol- I 

IlS=30.04 J·mol- I. K- I 

LlH=28501 J·mol- 1 

IlS= 106.43 J ·mol- I. K- l 

75WOY/KAL 

86MEEIBEC 

Wiswesser Line Notation 1Xl&1&YXl&1&lX1&1&1 
Evaluation B 

C13H2SO (c) 
1-Tridecanol; n-Tridecyl alcohol 
Heat Capacity 298.15 K, 

{3-form, 276 to 299 K. 
Phase Changes 
c,{3/c, y 301.6 K, 

c.{3/c,a 305.8 K, 

c,y/c,a 306.6 K, 

c,{3/liq 304.6 K, 

c,ylIiq 304.9 K, 

c.a/liq 303.5 K, 

Molecular Weight 200.3636 
Wiswesser Line Notation Q13 
Evaluation B 

C13H290 (liq) 

I-Tridecanol; n-Tridecyl alcohol 
Heat Capacity 305 K, 

Temperature range 305 to 346 K. 
l\lolecular Weight 200.3636 
Wiswesser Line Notation Q 13 
Ev~uation B 

C13H280 (Jiq) 

I-Tridecanol; n-Tridecyl alcohol 
Heat Capacity 313.15 K. 

Temperature range 313 to 553 K. 
Molecular Weight 200.3636 

Wiswesser Line Notation Q 13 
Evaluation B 

74MOSIMOU 

IlH=3600 J·mol- I 

IlS= 11.9 J ·mol-- I. K- I 

LlH=22100 J·mol- I 

LlS=72.3 J·mol- I. K- I 

LlH= 18700 J ·mo!-I 
AS=til.OJ'mol I'K I 

IlH=45120 J·mo!-l 

IlS= 148.1 J·mol- I . K- I 

LlH=41400 J·mol- I 

AS= 135.8 J·mol- ' · K- ' 
LlH =23000 J ·mol- I 

LlS=76.8 J ·mol- I . K- I . 

74MOS/MOU 

89KHA/ZYK 

C,,=487.5 J ·mol- I
. K- I 

C13H280 (liq) 
5-Butyl-5-nonanol 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 200.3636 
Wiswesser Line Notation QX4&4&4 
Evaluation B 

C13H280 (c) 
Tri-tert-butylmethanol 

88CACICO: 

83MAS/STI 

Heat Capacity 298.15 K, Cp =350.6J·mor l .K-1 

One temperature. C p given as 1.75 J.g-I·K- I. 
Phase Changes 
c,IIIc,I 

Solid-plastic. 
c/liq 

302.17 K, 

390.15 K, 

Molecular Weight 200.3636 

LlH=7200 J'mol- I 

IlS=24 J·mol- I. K- I 

IlH=3430 J·mol- I 

LlS=8.8 J·mol- I . K- ' 

Wiswesser Line Notation QXX1&1&1&Xl&I&1&X1&1&1 
Evaluation B 

90MIY/MA' 
Manganese squarate clathrate 
Heat Capacity 299.91 K, Cp =703.2 J·mol- I. K- 1 

Temperature range 12 to 300 K. Cp value is unsmoothed experiment( 
datum. 

Molecular Weight 492.6782 
Wiswesser Line Notation L4VVJ CO CO -MN- &QH 23 

&QV1 0.75 &QH 0.19 
Evaluation A 

C14F30 (c) 

n -Perft uorotetradecane 
Heat Capacity 298.15 K, 

Temperature range 0 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 170.4 K 

C,II/c,l 178.6 K 

Molecular Weight 569.9520 

93LEBIBYI 

Cp =691.16 J·mol- I . K- I 

S=881.8 J·mol- I • K- 1 

IlH=2000 J ·mol- I 

IlS= 11.95 J ·mol- I • K- 1 

ilH=301O J·mol- ' 
LlS= 17.27 J·mol- I . K- I 

Wiswesser Line Notation FXFFXFFXFFXFFXFFXFFXFF
xrrxrrxrrxrrxrrxrrxrrr 
Evaluation A 

CI4H7CI02 (c) 92SAP.fELW 
2-Chloroanthraquinone 
Phase Changes 
c/Jiq 483.02 K, .:lH=38960J·mol- 1 

Molecular Weight 242.66 I I 
Wiswesser Line Notation L C666 BV IVJ DG 
Evaluation A 

C14HgCI203 (c) 
Oxy-p,p'-dibenzoyl chloride 
Heat Capacity 300 K, 

Temperature range 20 to 300 K. 

73SAP/MO' 

Entropy 300 K, S=312.3J·mor· I ·K- 1 

Molecular Weight 295.1208 
Wiswesser Line Notation GVR DOR DVG 
Evaluation C 

Author's do not specify isomer, u33umcd to be -p,p' ~iUb3titution. 



HEAT CAPACITIES AND ENTROPIES OF ORGANIC COMPOUNDS 357 

17HILIDUS 
Anthraquinone 
Heat Capacity 298.15 K, Cp =240.2J.mol- I .K- 1 

Temperature range 293 to 593 K. From heat content data. 
Phase Changes 
C/liq 555 K, "~H=32570J'mol-1 

Molecular Weight 208.2160 
Wiswesser Line Notation L C666 BV IVJ 

Evaluation C 

C14H9N02 (c) , 77KARIBAZ 
N-Phenylphthalimide 
Heat Capacity 300 K, 

Temperature range 60 to 400 K. 
Entropy 300 K, 

Molecular Weight 223.2306 

S=273.0 J·mol- I . K- t 

Wi:sWI:IiIiI:I' LillI: Notation T.56 BVNVJ CR 

Evaluation B 

C14H lO (c) 3lHUFIPAR 
Phenanthrene 
Heat Capacity 297.5 K, Cp =233.5 J·mol- t • K- t 

Temperature range 93 to 304 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=211.7 J·mo!-I.K- 1 

Extrapolation below 90 K, 65.19 J·mol- I
• K- 1

• 

Molecular Weight 178.2330 
Wiliwcsscc LillI: Notation L B666J 

Evaluation B(Cp)'C(S) 

C14H lO (c) 41SCH 
Phenanthrene 
Heat Capacity 298.1 K, C p = 226.4 J . mol-I. K- 1 

Temperature range 20 to 200°C, equations only, in t DC. 
Cp (c)=0.2440+0.002604t-0.0000llt2 cal· g-I. C- 1 (20 to 98°C); 
Cp (iiq)=0.3328+0.0006760t cal.g-1·C- 1 (98 to 200 °C). 

Phase Changes 
C!liq 371.7 K, LiH= 17138 J'mol- 1 

LlS=46.1 J·mol- J· K- J 

Molecular Weight 178.2330 
Wiswesser Line Notation L B666J 
Evaluation C 

C I4H lO (c) 44EIB 
Phenanthrene 
Heat Capacity 298.1 K, Cp =207.1 J·mol-I·K- 1 

Temperature range 20 to 200°C, equations only, in t 0C, 
Cpk)=0.2003+0.00306t cal·g-I·C- 1 (20 to 98°C); Cp(liq)=0.292 
+0.000923t ca!·g-I·C- 1 (98 to 200 cC). 

Phallt: Chaugt:1i 

c/liq 371.4 K. 

Molecular Weight 178.2330 
'Vi8WC88cr Linc Notation L D666J 
Evaluation C 

j.H= 17150 J·mo!-I 

t:::.S=46.2 J·mol- I , K- 1 

C 14H lO (c) 50UEB/ORT 
Phenanthrene 
Heat Capacity 298.15 K, Cp =134.7 J·mol-I·K- 1 

Temperature range 293 to 368 K. Equation only. 
Phase Changes 
c,lI/c,l 342 K, LiH=2600 J·mol- 1 

fj,S=7.6 J·mol- J· K- 1 

c,IIliq 373 K, 

Molecular Weight 178.2330 
Wiswesser Line Notation L B666J 
Evaluation C 

C14H lO (c) 
Phenanthrene 
Heat Capacity 343 K, 

Temperature range 343, 404 K. 
Phase Changes 
c/liq 373.2 K, 

Molecular Weight 178.2330 
Wi~we~~el Line Nutatiuu L Buu6J 

Evaluation B 

C14H 10 (c) 
Phenanthrene 
Heat Capacity 298.15 K, 

Temperature range 10 to 440 K. 
Entropy 2913.15 K, 

Phase Changes 
c,IIIIc,II - 270 K 

Second-order glass-type transition. 
c,IlIc,I 347.5 K, 

Lambda transition. 
c,l/liq 372.38 K, 

Molecular Weight 178.2330 
Wiswesser Line Notation L B666J 
Evaluation A 

C14HlO (c) 
Phenanthrene 
Phit~1: Challgt:s 

clliq (373) K, 

Molecular Weight 178.2330 
Wiswesser Line Notation L B666J 
Evaluation B 

C 14H lO (c) 

Phenanthrene 
Phase Changes 
c,lI/c,! 332.2 K. 

Molecular Weight 178.2330 
Wiswesser Line Notation L B666J 
Evaluation A 

/:::.H= 18620 J·mol- I 

/:::.S=49.9 J·mol- I . K- 1 

64RASIBAS 

LiH= 18000 J·mol- I 

/:::.S=48.2 J·mol- I . K- I 

77FIN/MES 

LlH=218 J·mol- J 

/:::.S==0.63 J·mol- I • K- 1 

/:::.H= 16462.8 J·mol- I 

LiS=44.2l J·mol- I . K- I 

87RAIISIN 

LiH= 18627 J·mol- 1 

/:::.S=49.9 J·mol- 1. K- 1 

88PETITSY 

LiH,;::.lOOO J ·mol- I 

AS=3.0J.mol-J'K I 

J. Phys, Chern. ReT, Data, VOl. 25, NO.1, 1 ~9(:j 
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C14H10 (c) 
Phenanthrene 
Phase Changes 
liq/g 

c/g 

350 K, 

298.15 K, 

Molecular Weight 178.2330 
Wiswesser Line Notation L B666J 
Evaluation A 

C14H U) (c) 
Phenanthrene 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 178.2330 
Wiswesser Line Notation L B666J 
Evaluation B 

C14H lO (c) 
Phenanthrene 
Phase Changes 
c/liq 373.81 K, 
Molecular Weight 178.2330 
Wil'lwel'll'ler Line Notation L B666J 

Evaluation A 

Anthracene 

88TORIBAR 

LlH = 87240 J ·mol- I 

LlS=249.3 J·mol- I. K- I 

LlH=90900 J·mol- I 

LlS=304.9 J·mol- I. K- I 

90STE/CHI 

92SABlELW3 

LlH= 15720 J·mol- I 

17HILIDUS 

Heat Capacity 298.15 K, Cp =221.8 J·mol- I. K- I 

Temperature range 293 to 593 K. From heat content data. 
Phase Changes 
c/liq 489.7 K, 

Molecular Weight 178.2330 
Wiswesser Line Notation L C666J 
Evaluation C 

Anthracene 

LlH=28870 J ·mol- I 

LlS=59.0 J·mol- I. K- I 

31HUFIPAR 

Heat Capacity 297.2 K, Cp =207.1 J·mol- I. K- I 

Temperature range 94 to 297 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=207.5J·mol- I·K- 1 

Extrapolation below 90 K, 14.98 ca!·mol-I·K- I. 
Molecular Weight 178.2330 
Wiswesser LIne NotatIon L C666J 

Evaluation B( C p),C(S) 

Anthracene 
50UEB/ORT 

Heat Capacity 298.15 K, Cp =217.5 J·mol- I. K- I 

Temperature range 293 to 368 K. Equation only. 
Phase Changes 
c/liq 490 K. 

Molecular Weight 178.2330 
Wiswesser Line Notation L C666J 
Evaluation C 

j.H=28830 J ·mol- I 

j.S=58.0 J·mol- I. K- I 

J. Phys. Chern. Ref.Data, Vol. 25, No.1, 1996 

C14HlO (c) 68GOU/GI 
Anthracene 
Heat Capacity 298.15 K, Cp =21O.50J.mol- I.K- 1 

Temperature range 5 to 520 K. Only 6 points given; summary artic! 
Entropy 298.15 K, S=207.15 J·mol-I·K- I 

Molecular Weight 178.2330 
Wiswesser Line Notation L C666J 
Evaluation A 

C14H10 (c) 
Anthracene 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 
Entropy 298.15 K, 
Phase Changes 

70GOUlGI 

clliq 488.93 K, LlH=29372 J·mol- I 

LlS=60.07 J·mol-I·K- I 

Notc that tablc of sIl}oothcd valucs indicatcs .:\.Hm-6485 J mol- I al 

LlS m=251 J·mol- I • K- 1• 

Molecular Weight 178.2330 
Wiswesser Line Notation L C666J 
EvahUltion A 

C14HlO (c) 80RADIRA 
AlltilldCCllC 

Heat Capacity 298.15 K, Cp =211.7 J·mol-I·K- I 

Temperature range 180 to 430 K. Data given graphically. Cp calculat, 
from equation. 

Phase Changes 
c,IIliq 490.6 K, 

Molecular Weight 178.2330 
Wiswesser Line Notation L C666J 
Evaluation B 

LlH=29000 J·mol- I 

LlS=59.1 J·mol- I. K- I 

C14H lO (c) 31SMIJAt-
Diphenylacetylene; Diphenylethyne 
Heat Capacity 298.5 K, Cp =225.9 J·mol- I. K- I 

Temperature range 102 to 323 K. Value is unsmoothed experimen 
datum. 

Molecular Weight 178.~330 
Wiswessei'Line Notatio~ RlUUIR 
Evaluation C 

CJ4H lO (c) 50Kl 
Diphenylacetylene; Diphenylethyne 
Ht=al Capadty 340 K, C p -297.3 J·U1U!-I. K- 1 

Temperature range 65 to 303°C. Mp 61°C. 
Molecular Weight 178.2330 
Wiswesser Line Notation RlUUIR 
Evaluation D 

C14H lO (c) 
Diphenylacetylene; Diphenylethyne 
Phase Changes 
c/liq 
c/g 
Molecular Weight 178.2330 
Wiswesser Line Notation RIUUIR 
Evaluation A 

86CHIJAI 

LlH=20502 J·mol- I 

LlH=90374 J·mol- I 
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9lELW/SAB 

Anthrone 
Phase Changes 
C/liq 429 K, ~H=26800 J·mol- 1 

Molecular Weight 194.2324 
Wiswesser Line Notatio~ T C666 BV !HJ 
Evaluation A 

C 14H 100 (r) 92SABfELW4 
Anthrone 
Phase Changes 
e/Iiq 429 K, ~H=26800J·mol-l 

Slight decomposition at melting. 
c/g 298.15 K, ~H = 1037300 J. mol-I 

Molecular Weight 194.2324 
Wiswesser Line Notation T C666 BV !HJ 
Evaluation A 

CI4H 100 2 (c) 
Benzil; Diphenyl diketone 
Phase Changes 
c/liq 368.05 K, 

Molecular Weight 210.2318 
Wiswesser Line Notation RVVR 
Evaluation C 

Ct4Hto02 (c) 
Benzil; Diphcnyl diketone 
Heat Capacity 

72BOOIHAU 

~H=22690 J·mol- 1 

~5=61.65 J·mol- I • K- 1 

77DWO/FUC 

C" data given graphically only. Temperature range 60 to 100 K. 
Phase Changes 
c,ll/c,I 84.07 K, 

Molecular Weight 210.2318 
Wiswesser Line Notation RVVR 
Evaluation B 

C I4H lOOZ (e) 

Benzil; Diphcnyl diketone 
Phase Changes 
c,IIJiq 368.022 K, 

Molecular Weight 210.2318 
Wiswesser Line Notation RVVR 
Evaluation A 

C I4H I00 2 (c) 

Benzil; Diphenyl diketone 
Heat Capacity 298.15 K. 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c.IlIc.I 84.07 K. 

Molecular Weight 210.2318 
Wiswesser Line Notation RVVR 
Evaluation A 

dH=44.1 J·mol- I 

~5=0.52 j ·mol- I. K- I 

80AND/CON 

~H=23556 J 'mol- I 

dS=64.01 J·mo!-I·K- 1 

83DWO 

5=292.08 J·mol- I. K- I 

~H=44.1 J·mol- I 

~S=0.52 J·mol- i . K- I 

C I4H llN03 (e) 77KARIBAZ 
Phthalanilic acid 
Heat Capacity 300 K, Cp =279.5 J·mol-I·K- I 

Temperature range 60 to 400 K. 
Entropy 300K, S=322.9J·mor- I ·K- 1 

Molecular Weight 241.2458 
Wiswesser Line Notation QVR BVMR 
Evaluation B 

C I4H uN03 ee) 
N-Salieylidene-m-aminobenzoic acid 
Phase Changes 
c/liq 464 K, 

Molecular Weight 241.2458 

91WUIXIO 

dH=3311O j ·mol- I 

d5=71.36 j·mol- I . K- I 

Wiswesser Line Notation QVR DNU 1 R DQ 
Evaluation A 

C14H 12 (liq) 31SMIIAND 
1,1-Diphenylethylene 
Heat Capacity 298.5 K, Cp =299.2j.mol- I.K- 1 

Temperature range 102 to 299 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 180.2488 
Wiswesser Line Notation 1 UYR&R 
Evaluation C 

C I4H12 (c) 
9,10-Dihydrophenanthrene 
Heat Capacity 298.15 K, 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 

Phase Changes 
elIiq 306.52 K, 

Molecular Weight 180.2488 
Wiswesser Line Notation L B666&T&J 
Evaluation A 

79LEEIHOS 

5=229.4 J ·mol- I. K- I 

dH= 12790 j·mol- I 

Ll5=41.73 j·mol-I·K- I 

C I4H 12 (e) 87CHIIHOS 
9, 10-Dihydrophenanthrene 
Heat Capacity 298.15 K, Cp =243.08 J·mol- I . K- I 

Temperature range 10 to 350 K. 
Entropy 298.15 K, 5=229.29 J·mol-I·K- I 

Molecular Weight 180.2488 
Wiswesser Line Notation L B666&T &J 
Evaluation A 

Heat capacity and entropy data given for liquid state at 298.15 K: 
CI'=278.04. S 0 =270.14 J·mol- I . K- I. 

C 14H I2 (c) 

9,10-Dihydroanthracene 
Heat Capacity 298.15 K, 

Temperature range 10 to 500 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 382.18 K, 

Molecular Weight 180.2488 
Wiswesser Line Notation L C666&T &j 
Evaluation A 

87CHIIHOS2 

Cp =219.06 J ·mol- I. K- 1 

LlH=23840 J·mo!"-I 
dS=62.38 j·mol- I. K- 1 
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C14H12 (c) 
Stilbene 

30PARJHUF2 

Heat Capacity 292.8 K, Cp =227.2 J·mol- I . K- I 

Temperature range 92 to 293 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=251.0 J·mol- I . K- I 

Extrapolation below 90 K, 82.89J·mol- I ·K- I
. 

Molecular Weight 180.2488 
Wiswesser Line Notation RIUIR 
Evaluation B(Cp)'C(S) 

C14H12 (c) 31SMIIAND 
Stilbene 
Heat Capacity 298.5 K, C p = 232.6 J . mol- t . K- t 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 180.2488 
Wiswesser Line Notation RlUIR 
Evaluation C 

C14H12 (c) 
Stilbene 
Heat Capacity 313 K, 

Temperature range 303 to 403 K. 
Phase Changes 
c/liq 397.55 K, 
Molecular Weight 180.2488 
Wiswesser Line Notation Rl UIR 
Evaluation C 

C14H12 (c) 
Stilbene 

33FERITHO 

~H=27829 J·mol- t 

50KUR 

Heat Capacity 410 K, Cp =343.1 J·mol-t·K- t 

Temperature range 135 to 305°C. Mp 124.2 dc. 
Molecular Weight 180.2488 
Wiswesser Line Notation RIUIR 
Evaluation B 

C14H12 (c) 

trans-Stilbene 
Heat Capacity 298.15 K, 

Temperature range 8 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 398 K, 

Molecular Weight 180.2488 
Wiswesser Line Notation RIUIR -T 
Evaluation B 

C 14H 12 (c) 

trans-Stilbene 
Heat Capacity 320 K, 

Temperature range 320 to 410 K. 
Phase Changes 
c.I/liq 397.40 K, 

Molecular Weight 180.2488 
Wiswesser Line Notation RIUIR-T 
Evaluation A 

84VANIBOU 

5=247.0 J·mol- t. K- t 

~H=27370 J·mol- t 

~5=68.8 J·mol- t . K- 1 

85BOUIDEL 

:1H=27690 J·mol- t 

:15=69.6 J ·mol- t. K- 1 
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75LEB/MIL~ 

Polyvinylenediphenylgermane 
Heat Capacity 298.15 K, Cp =334.7 J·mol- t . K- t 

Temperature range 8 to 324 K. 
Entropy 298.15 K, 5=323.2 J·mol- t . K- t 

Molecular Weight 252.8388 
Wiswesser Line Notation /*-GE-R&R&IUI*/ 
Evaluation A 

T(glass)=237 K. 

(C14H12Ge)n (gls) 78LEBIRAB 
Polyvinylenediphenylgermyl-a, w-dihydride 
Heat Capacity 298.15 K, Cp =334.7 J·mol- t . K- t 

Temperature range 7 to 330 K. 
Entropy 298.15 K, 5=323.2 J·mol- t . K- t 

Highly elastic state. 
Molecular Weight 252.8388 
Wiswesser Line Notation /* -GE-R&R& 1 U 1 * / 
Evaluation A 

T(glass)=237 K. 

C14H 12U2 (c) 

Diphenylacetic acid 
Phase Changes 

80ANDfCor 

c,I/liq 420.441 K, ~H=31271 J'mol- I 

~S=74.38 J·mul- I
. K- I 

Molecular Weight 212.2476 
Wiswesser Line Notation QVYR&R 
Evaluation A 

C14H120 4 (c) 92STE/C~ 

Naphthalene-2,6-dicarboxylic acid dimethyl ester 
Heat Capacity 298.15 K, Cp =283.8J·mol- t.K- 1 

Temperature range 310 to 670 K. CIR(c)=0.0960T+5.51 (310 to 464. 
K); CIR(liq)=0.0635T+26.29 (464.5 to 670 K), R=8.31451 J/l 
. mol. 

Phase Changes 
C/liq 464.5 K, ~H=53300 J·mol- t 

Molecular Weight 244.2464 
Wiswesser Line Notation L66J CVO 1 HVO 1 
Evaluation B 

Authors give CplR=23.1 at 298.15 K which is inconsistent wit 
equation_" 

(C14H12Si)n(amorph) 77LEB/EVS 
Polyvinylenediphenylsilane 
Heat Capacity 298 K, Cp =331.2J.mol- t.K- 1 

Temperature range 13 to 334 K. Values per repeating unit. Da 
deposited VINITI, No. 2360-76, 24 June 1976. 

Entropy 298 K, S=298.0J·mol- t·K- 1 

Molecular Weight 208.3343 
Wiswesser Line Notation /* 1 U I-SI -*R&R/ 
Evaluation B 

(CI4H12Si)n (gls) 78LEBIRAE 
Polyvinylenediphenylsilyl-a, w-dihydride 
Heat Capacity 298.15 K, Cp =331.2J.mol- t.K- 1 

Temperature range 7 to 330 K. 
Entropy 298.15K, 5=298.0J·mol- I ·K- t 

Highly elastic state. 
Molecular Weight 208.3343 
Wiswesser Line Notation /* 1U1-SI-*R&R/ 
Evaluation A 

T(glass) = 264 K. 
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C 14H13N (e) 
N-Ethylcarbazole 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 195.2634 

90JIMIROU 

Cp =238.2 J·mol- I . K- I 

Wiswesser Line Notation T B656 HNJ H2 
Evaluation A 

C 14H l4 (Jiq) 
Phenyl-o-tolylmethane 
Heat Capacity 298.15 K, 

Temperature range 10 to 500 K. 
Entropy 298.15 K, 

Phase Changes 
e/liq 279.76 K, 

Molecular Weight 182.2646 
Wiswesser Line NOtation 1 RBI R 

Evaluation A 

C14Hl4 (liq) 
2,2'-Dimethylbiphenyl 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
~ntropy 2Y~.IS K, 

Phase Changes 
eniq 293.091 K, 

Molecular Weight 182.2646 
Wiswesser Line Notation lR BR Bl 
Evaluation A 

87CHIIHOS2 

5=335.50 J·mol- I . K- I 

aH=19241 J·mol- I 

a5=68.78 J ·mol- I . K- I 

87CHIIHOS 

5=332.60 J ·mol- I
• K- 1 

aH=2279.9 J ·mol- I 

a5=7.78 J·mol- I . K- I 

C 14H 14 (Jiq) 31SMIIAND 
1,1-Dipheny !ethane 
Heat Capacity 298.5 K, Cp =295.0J.mol- I .K- 1 

Temperature range 102 to 299 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 182.2646 
Wiswesser Line Notation I YR&R 
Evaluation C 

Cl4H14 (e) 
1,2-Diphenylethane; Dibenzyl 
Heat Capacity 303 K, 

Temperature range 303 to 343 K. 
Phase Changes 
c/liq 324.3 K, 
Molecular Weight 182.2646 
Wiswesser Line Notation R2R 

Evaluation C 

C l4H I4 (Jig) 
2-Ethylbiphenyl 
Heat Capacity 298.15 K, 

Temperature range 5 to 440 K. 
Entropy 298.15 K, 

Phase Changes 
cllig 267.076 K, 

Molecular Weight 182.2646 
Wiswesser Line Notation 2R BR 
Evaluation A 

33FERfIHO 

C p=257.0 J ·mol- I . K- I 

j.H=22573 J'mol- I 

87CHIIHOS 

5=332.69 J·mol- I. K- I 

1H=2068.0 J·mol- I 

15=7.74 j ·mol- I. K- I 

C I4H14 (Jig) 
1,2,3,4-Tetrahydrophenanthrene 
Heat Capacity 298.15 K, 

Temperature range 5 to 430 K. 
Entropy 298.15 K, 
Phase Changes 
e,III/e,II 282.5 K, 

e,lI/e,1 298.0 K, 

c,I/liq 302.560 K 
Molecular Weight 182.2646 
Wiswesser Line Notation L B666T &&J 
Evaluation A 

C14H14 (e,II) 
1,2,3,4-Tetrahydroanthraeene 
Heat CapaCity 2Y~.15 K, 

Temperature range 10 to 500 K. 
Entropy 298.15. K;, 
Phase Changes 
e,lI/e,1 388.0 K, 

c,IIliq 373.245 K, 

Molecular 'Veight 182.264(j 

Wiswesser Line Notation L C666T&&J 
Evaluation A 

87CHIIHOS 

5=286.60 J·mol- I . K- I 

aH=213 J·mol- I 

AS=0.75 J·mol- I . K- I 

AH= 1344.2 J·mol- I 

as=4.44 J·mol- I . K- I 

87CHIIHOS2 

5=227.12 j.mol- I • K- 1 

ilH=l.'Jl.l J.mol I 

A5=7.53 J·mol- I. K- I 

AH=19157 j·mol- I 

A5=51.33 J·mol- I. K- I 

C14H'4 (c) 30HUFIPAR 
1,2-Diphenylethane; Dibenzyl 
Heat Capacity 293.6 K, C p =251.0J.mol- I .K- 1 

Temperature range 93 to 294 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, S=270.3 J·mol- I. K- I 

Extrapolation below 90 K, 90.37 J·mol-i·K- I . 

Molecular Weight 182.2646 
Wiswesser Line Notation R2R 
Evaluation B( C p),C(S) 

C14H14 (c). 31SMIIAND 
1,2-Dipheny lethane; Dibenzy I 
Heat Capacity 298.5 K, Cp =253.6J.mol- I.K- 1 

lemperature range 102 to 299 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 182.2646 
Wiswesser Line Notation R2R 
Evaluation C 

CI4HI4 (c) 
1,2-Diphenylethane; Dibenzyl 

41SCH 

Heat Capacity 298.1 K, Cp =251.9j·mol- I.K- 1 

Temperature range 20 to 200°C, equations only in t 0c. 
Cp (e)=O.2867+0.001743t cal.g-I·C- I (20 to 51°C); 
Cp (\iq)=0.3865+0.0005986t cal·g-I.C- I (51 to -200°C). 

Phase Changes 
c/lig 324.4 K. 

l\lolecular Weight 182.2646 
Wiswesser Line Notation R2R 
Evaluation C 

AH=2301O J ·mol- I 

A5=70.9 J·mol- I. K- I 
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C14H14 (c) 
1,2-Diphenylethane; Dibenzyl 
Heat Capacity 330 K, 
Temperature 54 to 254°C. M p = 52.8 °C. 
Molecular Weight 182.2646 
Wiswesser Line Notation R2R 
Evaluation B 

50KUR 

C14H14 (c,l) 
1,2-Diphenylethane; Dibenzyl 

88MESIFIN 

Heat Capacity 298.15 K, 
Temperature range 10 to 400 K. 

Entropy 298.15 K, 
Phase Changes 
c,IIIc,I 273.150 K, 

c,IIliq 324.348 K, 

Molecular Weight 182.2646 
Wiswesser Line Notation R2R 
Evaluation A 

6.H=2247.55 J·mol- I 

6.5=8.23 J·mol- I. K- I 

6.H=22730.52 J·mol- I 

6.5=70.08 J·mol- I. K- I 

C14H14FeOz (c) 81TOM/CUR 
I, I' -Diacety lferrocene 
Heat Capacity 298 K, Cp =289.1 J·mol-I·K- I 

Temperamre range 293 [Q 393 K. Equation given. 
Phase Changes 
clliq 403.7 K 
Molecular Weight 270.1104 
Wiswesser Line Notation L54>J AVI 4>-FE- -4>L54>J AVI 
Evaluation B 

C14H14Hg (c) 31SMIIAND2 
Di(p-tolyl)mercury; Mercury di(p-tolyl) 
Heat Capacity 298.5 K, Cp =262.3J.mol- I.K- 1 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 382.8546 
Wiswesser Line Notation IR D- 2 .HG 
Evaluation B 

C14H14Nz03 (Iiq) 38KRE 
p-Azoxyanisole; 4,4' -Dimethoxyazoxybenzene 
Heat Capacity 400 K, Cp =569 J·mol- I

• K- 1 

Value a few degrees below anisotropic-isotropic liquid-liquid transition 
at 409 K. 

Molecular Weight 258.2762 
Wiswesser Lme Notation lOR DNUNO&R DO 1 

Evaluation C 

CI4HI4Nz03 (c) 67BARJPOR 
p-Azoxyanisole; 4,4' -Dimethoxyazoxybenzene 
Heat Capacity 368 K, Cp =380.3 J·mol- I. K- I 

Temperature range 368 to 423 K. 
Phase Changes 
c,I1liq 390.8 K, /).H=30367 J ·mol- I 

/).S=77.7 J ·mol- I. K- I 

Solid-nematic transition. 
liq/liq 407.1 K, ilH=736J'mol- 1 

as= 1.8 J·mol- I . K- I 

Nematic liquid-isotropic liquid transition. 
Molecular Weight 258.2762 
Wiswesser Line Notation lOR DNUNO&R DO 1 
Evaluation B 
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C14H14Nz03 (c) 
p-Azoxyanisole; 4,4' -Dimethoxyazoxybenzene 
Phase Changes 
c,lWc,I 

c,Wc,I 
c,Wliq 

Crystal II-nematic. 

250.7 K, 

335.6 K 
377.5 K, 

c,IIliq 388.0 K, 

Crystal I-nematic. 
liqlliq 406.9 K, 

Nematic-isotropic. 
Molecular Weight 258.2762 

6.H= 104.6 J'mol- I 

6.5=0.42 J·mol-I·K- I 

6.H=23891 J·mol- I 

6.5=63.30 J·mol- I. K- I 

6.H=30430 J·mol- I 

6.5=78.41 J·mol-I·K- 1 

6.H=757 J·mol- I 

6.5= 1.84 J·mol- I. K- 1 

Wiswesser Line Notation lOR DNUNO&R DOl 
Evaluation A 

82]) 

C14H14N203 (c) 90KUZNI 
p-Azoxyanisole; 4,4' -Dimethoxyazoxybenzene 
Phase Changes 
clliq 377.2 K, AH=20630 J.mol- l 

Crystal to nematic liquid. 
liq/liq 411.6 K, 6.H=1334J·mol- 1 

Nematic to isotropic liquid. 
Molecular Wei2ht 258.2762 
Wiswesser Line Notation lOR DNUNO&R DO I 
Evaluation A 

C14H14Nz03 (c) 93ACRITl 
p-Azoxyanisole; 4,4'-Dimethoxyazoxybenzene 
Phase Changes 
clliq 391.7 K, 6.H=29300 J·mol- I 

cinematic. 
liqlliq 410.7 K, 6.H= 1000 J·mol- I 

Nematic/liq. 
Molecular Weight 258.2762 
Wiswesser Line Notation lOR DNUNO&R DO 1 
. Evaluation A 

(C14HlSNzNa03)n (c) 9lRC 
Poly-L-sodium glutamate· tyrosine copolymer 
Heat Capacity 300 K, Cp =353.2 J·mol- l . K- I 

Temperature range 220 to 390 K. 
Molecular Weight 314.2727 
Wiswesser Line Notation /*VYIR DQ &MVY2VO &-NA- &M*I -1 
Evaluation B 

(CI4HlSN2Na03)n (c) 93 ROLfWl 

Poly-L-sodium glutamate· tyrosine copolymer 
Heat Capacity 300 K, Cp=353.2 J·mol- I. K- I 

Temperature range 220 to 390 K. 
Mul~cular Wdghl 314.2727 

Wiswesser Line Notation I*VYIR DQ &MVY2VO &-NA- &M*I-l 
Evaluation B 

C14H16FeN6S4Se2 (c) 92KUL/l' 
Bis-(2,2' -bi-2-thiazoline)diisoselenocyanato iron(II) 
Heat Capacity 

Temperature range 115 to 300 K. Data given graphically only. 
Phase Changes 
c,IIIc,I 223 K, 

Molecular Weight 610.3276 

6.H=9100 J 'mol- I 

6.5=41.5 J.mol- I. K- I 

Wiswesser Line Notation T5NU CSTJ B- BT5NU CSTJ &-F 
NC-SE-2 
Evaluation B 
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C14H16FeN6S6 (c) 
B is-(2,2' -bi-2-thiazoline )diisothiocyanato iron(1I) 
Heat Capacity 

92KULIIYE 

Temperature range 115 to 300 K. Data given graphically only. 
Phase Changes 
c,lI/c,I 183.0 K, 

Molecular Weight 516.5276 

aH=9540 J·mol- 1 

as=54.4 J·mol- I. K- I 

Wiswesser Line Notation T5NU CSTJ B- BT5NU CSTJ &-FE- NCS2 
Evaluation B 

C14H17NOz (c) 
4-Methyl-7-diet~ylaminocoumarin 

Phase Changes 

89ZHAlHUA 

clliq 343.8 K, aH=17884J'mol- 1 

as =46.26 J ·mol- I • K- 1 

Molecular Weight 231.2938 
Wiswesser Line Notation T66 BOVJ E1 IN2&2 
Evaluation B 

C14H 18 (c) 
1,2,3,4,5,6,7,8-0ctahydroanthracene 

7lBOY/SAN 

Heat Capacity 327 K, Cp =327.6J.mol- I .K- 1 

Temperature range 327 to 390 K. Four temperatures. 
Phase Changes 
clliq 346 K, ilH=17910 J·mol- 1 

as=51.8 J·mol- I . K- I 

Molecular Weight 186.2962 
Wiswesser Line Notation L 666 T&TJ 
Evaluation C 

C14H18 (e) 
1,2,3,4,5,6,7,8-0etahydroanthracene 

88PETITSY 

Phase Changes 

c,n/c,I 331.6 K, LlH=2400 J·mol- I 

ilS=7.2 J·mol- I . K- I 

Molecular Weight 186.2962 
Wiswesser Line Notation L 666 T &TJ 
Evaluation A 

C14H 16CrI (e) 72NIKISAF 
Bis(toluene)chromium iodide 
Heat Capacity 298.15 K, Cp =333.5 J·mol- I . K- I 

Temperature range 60 to 298.15 K. 
Entropy 298.15 K, S==328.2J·mol- I ·K- 1 

Molecular Weight 363.1809 
Wiswesser Line Notation L6¢J Al ¢-CR- ¢L6¢J Al &1 
Evaluation B 

C14H16N20Z (Jiq) 86ACHIHAS 
I J-Bis-( l-isoeyanato-l-methylethyl)benzene 
Heat Capacity 333 K, Cp =464 J·mol- I . K- I 

Temperature range 333, 433 K. C p =1.9J.g-I.C- I. 

Molecular Weight 244.2926 
Wiswesser Line Notation OCNX2&I&R CXNCO&2&1 
Evaluation C 

999C purity. 

C14H16N202 (e) 86ACHIHAS 
1 A-Bis-( l-isocyanato-I-methylethyl )benzene 
Heat Capacity :B1 K. C

v
=415 J.mol-I.K- I 

Temperature range 333. 433 K. CI'=l.7 J.g-I·C- I . 

Molecular Weight 244.2926 
Wiswesser Line Notation OCNX2& J &R DXNCO&2& I 
Evaluation C 

999C purity. 

C14H1S (c) 
1,2,3,4,5,6,7,8-0ctahydroanthracene 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,I 331.348 K, 

c,I/liq 345.390 K, 

Mole\:ular Weight 136.29..62 

Wiswesser Line Notation L 666 T &TJ 
Evaluation A 

C14Hzo (c,llI) 
Diamantane; 

82GAM/CAL 

S=248.92 J·mol- I . K- I 

aH=2514.3 J·mol- I 

as=7.59 J·mol- I . K- I 

LlH= 18341.6 J·mol- I 

as=53.l0 J·mol-I·K- I 

78SPIIAND 

Pentacyclo[7.3.1.14.12.02.7.06.1I] tetradecane 
Heat Capacity Z1J5.56 K, C p = 220.2 J. mol-I. K- 1 

Temperature range 295 to 540 K. Value is unsmoothed experimental 
datum. 

Phase Changes 
c,llI/c,I1 

c,IIIc,1 

c,I11iq 

407.22 K, 

440.43 K, 

517.92 K, 

Molecular Weight 188.3120 

LlH=4445 J'mol- I 

as=10.92 J·mol- I . K- I 

aH=8960 J·mol- I 

ilS=20.34 J·mol- I. K- I 

AH-8646 J'1llul- 1 

as=16.69 J·mol- I . K- I 

Wiswesser Line Notation L666 C6 E6 B C- D G 4ACEF 
MTJ 

Evaluation A 

C 14H zo (\.:,III) 78WES/MCK 
Diamantane; 
Pentacyclo[7.3.l.14

,12. 02•7.06,1 I] tetradecane 
Heat Capacity 298.15 K, Cp =223.22J.mol- I .K- I 

Temperature range 5 to 350 K. Data between 350 and 540 K taken from 
other work. 

Entropy 298.15 K, S=200.16 J·mol- I . K- I 

Phase Changes 
Second order transition between 26 and 36 K, with AH-S.4 

mol-I, as=0.33J·mol- I ·K- I . 

Molecular Weight 18&.3120 
Wiswesser Line Notation L666 C6 E6 B C- D G 4ACEF MTJ 
Evaluation A 

C14Hzz (Iiq) 
n-Oetylbenzene 
Heat Capacity 

One temperature. 
Phase Changes 

295 K, 

c/liq 23.1.2 K, 

Molecular Weight 190.3278 
Wiswesser Line Notation 8R 
Evaluation C 

C14H24 (liq) 
Perhydrophenanthrene 
Hcat Capacity 313 K, 

Temperature range 313 to 583 K. 
Molecular Weight 192.3436 
Wiswesser Line Notation L B666TJ 
Evaluation C 

48TSC 

b.H-29957 Jmol- I 

63GUD/CAM 
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C 14H24 (c) 
Perhydrophenanthrene 
Heat Capacity 298 K, 

Temperature range 193 to 403 K. 
Phase Changes 
C/liq 313 K, 

Molecular Weight 192.3436 
Wiswesser Line Notation L B666TJ 
Evaluation B 

(cat) cis/anti/trans isomer 

C 14H 24 (c) 
Perhydrophenanthrene 
Heat Capacity 298 K, 

Temperature range 193 to 403 K. 
Phase Changes 
c/liq 273 K, 

Molecular Weight 192.3436 
Wiswesser Line Notation L B666TJ 
Evaluation B 

(cst) cis/syn/trans isomer 

C I4H24 (c) 
Perhydrophenanthrene 
Heat Capacity 298 K, 

Temperature range 193 to 403 K. 
Phase Changes 
c/liq 283 K, 

Molecular Weight 192.3436 
Wiswesser Line Notation L B666TJ 
Evaluation B 

(tat) trans/antiltrans isomer 

C14HuBrN (c) 
8-Phenyloctylammonium bromide 
Phase Changes 
c,nI/c,n 356 K, 

c,lI/c,1 379 K, 

Molecular Weight 286.2543 
Wiswesser Line Notation Z8R &EH 
Evaluation A 

C1"H2"CIN (c) 
8 Phcnyloctylummonium chloride 

Phase Changes 
c.III/c,I1 332 K, 

c,IVc,I 347 K, 

Molecular Weight 241.8033 
Wiswesser Line Notation Z8R &GH 
Evaluation A 

C1"H2",N20 3 (e) 

8-Phenyloctylammonium nitrate 
Phase Changes 
c,Il/c,I 334 K, 

Molecular Weight 268.3552 
Wiswesser Line Notation L~]{ &\VNQ 

Evaluation A 

82NUZ 

AH=1l155 J·mo!-I 
A5=35.64 J ·mol- I. K- I 

82NUZ 

Cp =345.6 J.mol- I. K- I 

AH= 10481 J'mol- I 

A5=38.39 J·mol- I. K- I 

82NUZ 

AH= 11832 J·mo!-I 

A5=41.81 J·mol-I·K- I 

89VANIWHI 

AH=690 J'mol- I 

A5=0.23 J ·mol- I. K- I 

AH= 12100 J ·mol- I 

A5=3.83 J·mol- I. K- 1 

89VANIWHI 

;}.H=7020 J ·mol- J 

.15 =2.54 J. mol- J . K- J 
AH=J.850 Jmol- 1 

;l5=0.99 J ·mo!-J· K- J 

89VAN/WHI 

.:lH=23000 J ·mol- I 

.lS=8.29 J ·mol- I . K- I 
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C I4H 26 (liq) 63GUD/CAJ 
a-Isobutyldecalin 
Heat Capacity 313 K, Cp =358.6 J·moI 7I . K- I 

Temperature range 313 to 483 K. 
Molecular Weight 194.3594 
Wiswesser Line Notation L66TJ B2Y I & 1 
Evaluation C 

C 14H 26 (liq) 
a-n-Butyldecalin 
Heat Capacity 311 K, 

Temperature range 100, 200, 300 oF. 
Molecular Weight 194.3594 
Wiswesser Line Notation L66TJ B4 
Evaluation C 

62GOLIBE 

C 14H 26 (liq) 63GUD/CA 
a-n-Butyldecalin 
Heat Capacity 313 K, Cp =361.9J·mol- I.K- J 

Temperature range 313 to 483 K. 
Molecular Weight 194.3594 
Wiswesser Line Notation L66TJ B4 
Evaluation C 

C 14H26 (riq) 62GOLIBI 
a-sec-Butyldecalin 
Heat Capacity 311 K, Cp =350.6J·mol- I.K- I 

Temperature range 100, 200, 300 ° F. 
Molecular Weight 194.3594 
Wiswesser Line Notation L66TJ BY2&1 
Evaluation C 

C14H26 (liq) 
a-sec-B uty Idecalin 

Heat Capacity 313 K, 

Temperature range 313 to 483 K. 
Molecular Weight 194.3594 
Wiswesser Line Notation L66TJ B Y2& I 
Evaluation C 

C1"H26 (Jiq) 
tert-Butyldecalin 

Heat Capacity 313 K, 
Temperature range 313 to 483 K. 

Molecular Weight 194.3594 
Wiswesser Line Notation L66TJ XX 1 & 1 & 1 
Evaluation C 

63GUD/CA 

63GUDICA 

C I..\H26 (\iq) 63GUD/C;\ 
l-Methylbicyclohexylmethane 
Heat Capacity 313 K. C,,=361.1 ]·mol-I·K- 1 

Temperature range 313 to 483 K. 
Molecular Weight 194.3594 
Wiswesser Line Notation L6TJ A 1- BL6TJ Al 

Evaluation C 

C1-IH26 (Jiq) 63GUD/C-' 
1.2-Dicyc1ohexylethane 
Ht:at Capacity J 13 K. C,,-367.8 J·lllul- l

• K- 1 

Temperature range 313 to 483 K. 
Molecular Weight 194.3594-

Wiswesser Line Notation L6TJ A2- AL6T1 
Evaluation C 
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C 14H26 (Jig) 63GUD/CAM 
1,I-Dicyclohexylethane 
Heat Capacity 313 K, Cp =348.1 J·mol-I·K- 1 

Temperature range 313 to 483 K. 
Molecular Weight 194.3594 
Wiswesser Line ~otation L6TJ AYl&- AL6TJ 
Evaluation C 

63GUD/CAM 
2-Elhylbil:yduhexyl 
Heat Capacity 313 K, Cp =369.0J·moI- I.K- 1 

Temperature range 313 to 483 K. 

Molecular Weight 194.3594 
Wiswesser Line Notation L6TJA- BL6TJ A2 
Evaluation C 

CuH260 (Iiq) 87MILIFEN 
2-(1,2-Dimethylpropyl)-5,6-dimethylheptenal 
Heat Capacity 323.15 K, Cp =419.03 J·mol-I·K- I 

Temperature range 323.15 to 428.15 K. 

Molecular Weight 210.3588 
Wiswesser Line ;\lotation 1 YYYVH&U2YY 
Evaluation A 

87MILIFEN 
2-Penty lnonenal 
Heat Capacity 323.15 K, Cp =435.35 J·mol- l

. K- I 

Temperature range 323.15 to 428.15 K. 
Molecular Weight 210.3588 
Wiswesser Line Notation VHY5&U7 
Evaluation A 

Cl4HZ60Z (liq) 85KARJABD 
Decyl methacrylate 
Heat Capacity 298.15 K, C p =452.9 J·mol-!· K- I 

Temperature range 250 to 350 K. Equation only. Cp (J·kg- I. 
K- 1)=1098.7+3.0251 T. Cp data calculated from equation. 

Phase Changes 
clliq 250.7 K 
Molecular Weight 226.3582 
Wiswesser Line Notation 100VYl&Ul 
Evaluation B 

Cl~H2602 (Jiq) 
Decyl methacrylate 
Phase Changes 
c/lig 250.7 K. 

\Iolecular Weight 226.3582 
\Viswesser Line ~otation 100VYI&UI 
Evaluation A 

Dec) I methacrylate 

85KARJABD2 

.olH=30548 J·mol- I 

~S= 12\.9 )·mol- I
• K- 1 

85KARJSAI 

Heat Capacity 298.15 K. CI'=452.5J·mol'l·K- 1 

Temperature range 90 to 350 K. C,,(c)=266.05+ .. U8T J/kg· K (93 to 
230 KI: C,,(]iq)= 1098.69-:-3.02T 1Ikg· K (250.7 to 350 K). C" data 
calculated from equation. 

Phase Changes 
clliq . 250.7 K 
Molecular Weight 226.3582 
Wiswesser Line Notation IOOVYl&UI 
Evaluation B 

C14HZ604Pb (c,II) 78ADE/SIM 
Lead(II) heptanoate; Lead(II) oenanthate 
Heat Capacity 345 K, Cp =770J.moI- I.K- 1 

Mean value, 341 to 351 K. Data only graphically for c, IV. Data also for 
c,l, 363 to 371 K and liquid, 413 to 453 K. 

Phase Changes 
c,lV/c,III 36.6 K, 

c,II, c,II, c,I are mesophases. 
c,IlI/c,II 356.8 K, 

c,II/c,I 361.3 K, 

c,I11iq 374.7 K, 

Molecular Weight 465.5570 
Wiswesser Line Notation OV6 2.PB 
Evaluation C 

C14H270zTl (c) 
Thallium tetradecanoate 
Phase Changes 
c,IIII,cII 

c,IIIc,l 

313 K, 

371 K, 

c,I1Iiq 393 K, 

Solid .. mesophase. 
liq/Iiq 460 K, 

Mesophase-isotropic. 
Molecular Weight 431.7361 
Wiswesser Line Notation OV13 .TL 

Evaluation B 

C14H270zTI (c) 
Thallium tetradecanoate 
Heat Capacity 298.15 K, 

Temperature range 10 to 460 K. 
Entropy 298.15 K, 

Phase Changes 
c,IIIIc,II -318.2 K, 

c,I1/cJ 378.0 K. 

c.I1lig 396.3 K, 

Solid-mesophase . 
liq/liq 460.7 K, 

Mesophase-isotropic. 
Molecular Weight 4 ~ 1. 71fl 1 
Wiswesser Line Notation OVI3 .TL 
Evaluation A 

AH= 17100 J·mol- 1 

AS=51 J·mol- I. K- l 

AH=8500 J·moI- 1 

AS=24 J·mol- I . K- I 

AH=9700 J·mo1- 1 

AS=27 J·mol- I. K- 1 

AH= 1400 J·mol- 1 

AS=3.7 J·mol- I. K- I 

76MEIISEY 

AH= 11715 J·mol- I 

AS=37.2 J·mol- I. K- I 

AH=3138 J·mo\-I 
LlS=~.J·1 J·mo! I.K I 

AH=5439 J'mol- I 

AS=13.4 J·mol- I. K- I 

AH=1632 J·mol- I 

AS=3.56 J·mol- I . K- I 

87NGEIWES 

5=473.84 j·mo!-I. K- I 

AH= 15099 J·mol- I 

AS=47.39 J·mol- I. K- I 

t::.H=2877 J·mol- l 

AS=7.65 J·mol- I. K- I 

AH=6269 J·mol- I 

AS= 15.80 J ·mol- I. K- I 

.:.lH=167l j·mol- I 

AS=3.66 j ·mol'''l. K- I 

79SUN/SVE 
2-Tctradecanone: n-Dodecyl methyl ketone 
Heat Capacity 298.15 K, CI'=415.2J.mol- I ·K- 1 

Temperature range 278 to 338 K. Equations only. 

Phase Changes 
c/liq 306.7 K. AH=49120J'mol- ' 

Molecular Weight 212.3746 
Wiswesser Line Notation 12V I 
Evaluation B 

AS= 160.2 j ·mol-!· K- l 

J. Phys. Chern. Ref. uata, vol. :lo, NO.1, H'~ti 
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C14H280 2 (liq) 34KIN/GAR 
Ethyl dodecanoate; Ethyllaurate 
Phase Changes 
clliq 271.45 K, LlH=9312 J·mol- I 

Molecular Weight 228.3740 
Wiswesser Line Notation 11 V02 
Evaluation B 

Data on the specific heat is given at or near the phase transition. 

C14H 280 2 (c) 
Tetradecanoic acid; Myristic acid 
Hea~ Capacity 298 K, 

Temperature range 0 to 100 0 C. 
Phase Changes 
clliq 317 K, 

Molecular Weight 228.3740 
Wiswesser Line Notation QV13 
Evaluation D 

C14H280 2 (c) 
Tctradccanoic acid; Mytistic acid 

Heat Capacity 298.15 K, 

Temperature range 80 to 345 K. 
Phase Changes 
c,Vliq 327.32 K, 

Molecular Weight 228.3740 
Wiswesser Line Notation QV13 
Evaluation B 

1885STOlWIL 

Cp =523 J.mol- I . K- I 

LlH=36280 J·mol- I 

LlS= 114 J ·mol- I . K- I 

82SCHlMIL2 

aH-45100 J mol- I 

LlS= 137.79 J ·mol- I . K- I 

34PARILIG 
n-Tetradecane 
Heat Capacity 290.6 K, C p =434.3 J·mol- I. K- I 

Temperature range 93 to 291 K. Value is un smoothed experimental 
datum. 

Entropy 298.15 K, 5=562.3 J·mol- I. K- I 

Extrapolation below 90 K, 120.2 J ·mol- I. K- I. 
Phase Changes 
c,II/c,I 

c,I/liq 

194 K, 

288.7 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation H(Cp)'CCS) 

C14H30 (Jiq) 
n-Tctrudccunc 

Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 

clliq 279.03 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation A 

C I4H30 (liq) 

n-Tetradecane 
Heat Capacity 298 K, 

Temperature range 298, 323. 363 K. 
Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

LlH=182.4 J·mol- I 

LlS=0.94 J·mol- I . K- I 

LlH=44267 J·mol- I 

LlS= 153.3 J ·mol- I . K- I 

54FIN/GR02 

5=555.43 J·mol- I • K- 1 

LlH=45070 J 'mol- I 

LlS= 161.52 J·mol- I
. K- I 

82ZAR 
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84GRIlANI 
n-Tetradecane 
Heat Capacity 296.20 K, C p =435.1 J·mol-I·K- I 

Temperature range 296 to 433 K. Unsmoothed experimental datun 
given as 2.193 kJ/kg· K. 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C14H30 (liq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C14H30 (Jiq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C14H30 (liq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C 14H30 (Jiq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C 14H30 (liq) 
n-Tetradecane 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
t.;valuation tl 

C14H30 (liq) 
n Tetradecane 

Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation A 

C 14H30 (Jiq) 
n-Tetradecane 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

84GROIBEl' 

84GROlINC 

84ROU/GRC 

85BALIBR} 

85LAIJROl 

Cp=434.20 J·mol- I
• K- I 

85LAIIWIl 

86WILILA 
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C 14H 30 (liq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K. 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C 14H30 (liq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C14H:~n (liq) 
n-Tetradecane 
Heat Capacity 

One temperature. 

298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation A 

C14H30 (Jiq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C14H30 (Jiq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 198.3910 
Wiswesser Line Notation 14H 
Evaluation B 

C 14H30 (Jiq) 
n-Tetradecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 198.39 I 0 
Wiswesser Line Notation 14H 

Evaluation B 

C14H300 (c) 
1-Tetradecanol; n-Tetradecyl alcohol 
Heat Capacity 298.15 K, 

a-form. 386 to 303 K. 
Phase Changes 
l:,j3k.y 306 K, 

c,f3lc,a 311.2 K. 

c,y/c,a 311.6 K. 

c,f3lliq 311.0 K. 

c. ylliq 311.2 K. 

c.a/liq 310.8 K. 

Molecular Weight 21-1-.3904 
Wiswesser Line Notation Q 14 
Evaluation B 

87WILIING 

C p =434.16 J ·mol- I. K- I 

88COS/HUU 

88PERIAIC 

88PINIBRA 

89WILILAI 

91TRE/COS 

C p =438.28 J ·mol- I. K- I 

74MOS/MOU 

CI'=388 J ·mol- I. K- I 

t:.H= 1800 J ·mo!-I 
~S=5.9 J·mol- I. K- I 

~H=23800 J·mol- I 

t:.S=76.5 J ·mol- I. K- i 

~H=22000 J 'mol- I 

.:1S=70.6 J·rnol- I. K"'! 

.:1H=495IO J'rnol- I 

.lS= 159.2 J ·rno]-I. K- I 

.lH=47000 J ·rnol- I 

.1S= IS 1.0 J ·rnor- I. K-- I 

.lH=25 100 J·rnor' 
~S=80.8 J·rnol- I. K -I. 

C14H300 (c) 
I-Tetradecanol; n-Tetradecyl alcohol 
Heat Capacity 312 K. 

Temperature range 312 to 346 K. 
Molecular Weight 214.3904 
Wiswesser Line Notation Q14 
Evaluation B 

74MOS/MOU 

Cp =506 J·mol- I. K- I 

82TUT/GAB 
1-Tetradecanethiol; n-TetradecyJ mercaptan 
Heat Capacity 300 K, Cp =501.57 J·mol- I. K- I 

Temperature range 273 to 373 K. Cp =480.72+4.157XlO- 2T 
+9.31OX 1O-sT2. 

Molecular Weight 230.4510 
Wiswesser Line Notation SH 14 
Evaluation B 

C14H300 (liq) 
1-Tetradecanol; n-Tetradecyl alcohol 
Heat Capacity 313. J 5 K, 

Temperature range 313 to 563 K. 
Molecular Weight 214.3904 
Wiswesser Line Notation Q14 
Evaluation B 

1-Tetradecanol; n-Tetradecyl alcohol 

89KHNZYK 

92STE/CHI 

Heat Capacity 298.15 K, C,) =426.5 J. mol -I. K- I 

Temperature range 274 to 564 K. CIR(c)=0.360T-56.06 (269 to 31 I 
K); CIR(Iiq) =0. 159T+ 13.618 (311 to 379 K), R=8.31451 JIK·mol. 

Phase Changes 
c/liq 311 K, ~H =49400 J. mol-I 
Molecular Weight 214.3904 
Wiswesser Line Notation Q 14 
Evaluation A 

C14H34 (liq) 63GUD/CAM 
9-Methylperhydrofluorene 
Heat Capacity 313 K, CI'=323.4J'mol- I.K- 1 

Ternperature range 313 to 583 K. 
Molecular Weight 202.4226 
Wiswesser Line Notation L B656TJ HI 
Evaluation C . 

C14H34Br2N2 (c) 74BURIVER 
1,2-Bis(triethylammonium)ethane dibromide 
Heat Capacity 298 K, Cp =41 1.7 J·mo\-I·K- I 

Temperature range 273 to 373 K. 

Molecular Weight 390.2440 
Wiswesser Line Notation 2K2&2&2K2&2&2 &E &E 
Evaluation B 

83WHIIDAV 
Bis(n-hcptylammonium)tetrachlorocadmatc 
Heat Capacity 298.15 K. CI'=633.6J·mol- I·K- 1 

Temperature range 10 to 325 K. 
Entropy 298.15 K. 
Phase Changes 
c.IIIIc.lI 250.00 K . 

c.II/c.I 3\6.74K . 

Molecular Weight 486.6738 

S=779.0 J·mol- I. K- I 

I1H= 17630 J 'mol- I 

as=71.38 J ·mor- I. K- I 

i1H=5060 J ·rnol- I 

.lS= \6.0 J·mo!-i. K- I 

Wiswesser Line Notation 7ZH 2 .CD G4 
Evaluation A 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 
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C14H36N2MnCI4 (c) 83WHIIDAV 
Bis(n-heptylammonium)tetrachloromanganate 
Heat Capacity 298.15 K, Cp =653.0J.mol- I .K-1 

Temperature range 10 to 325 K. 
Entropy 298.15 K, 
Phase Changes 
c,lIl/c,1I 

c,II/c,I 

247.95 K, 

313.8 K, 

Molecular Weight 398.5688 

5=772.9 J·mol- I . K- I 

/).H= 16930 J ·mol- I 

/).5=68.2 J ·mol- I. K- I 

/).H=10197 J·mol- I 

/).5=32.5 J·mol-I·K- 1 

Wiswesser Line Notation 7ZH 2 .MN G4 
Evaluation A 

ClsHlON202 (c) 66ZALlSTR 
4,4' -Diphenylmethane diisocyanate 
Heat Capacity 334 K, C p = 244.8 J. mol-I. K- I 

Temperature range 46 to 78 °e, mean value. 
Molecular Weight 250.2562 
Wiswesser Line Notation OCNR DIR DNCO 
Evaluation D 

Statc not givcn; a:5:5ul1lcd liolid. 

CisHlON202 (c) 77LEBIEVS3 
4,4' -Diphenylmethane diisocyanate 
Heat Capacity 298.15 K, Cp =307.0J.mol- I.K- 1 

Temperature range 12 to 355 K. Data deposited VINITI, No 4328-76, 
14 December 1976. 

Entropy 298.15 K, 5=332.5J·mol- I·K- I 

Phase Changes 
c/liq 313.57 K, /).H=27300 J·mol- I 

/).S=87.1 J·mol-I·K- I 

Molecular Weight 250.2562 
Wiswesser Line Notation OCNR DIR DNCO 
Evaluation A 

CisHlON202 (c) 
4,4'-Diphenylmethane diisocyanate 

77LEBIRAB4 

Heat Capacity 300 K, Cp =313 J·mol- I . K- I 

Temperature range 13 to 400 K. Data given graphically. Value estimated 
from graph. 

Entropy 
Phase Changes 
c/liq 

298.15 K, 

313.57 K, 

Molecular Weight 250.2562 

S=332.5 J·mol- I. K- I 

flff=27300 J. mol-I 
.:1S=87.1 J·mol- I. K- I 

Wiswesser Line Notation OCNR D I R DNCO 
Eyu\uuliull 

(ClsHION202)n (gls) 77LEBIRAB4 
Polyisocyanurate 
Heat Capacity 300 K, C p = 300 J. mol-I. K- I 

Temperature range 13 to 400 K. Data given graphically. Value estimated 
from graph. 

Entropy 298.15K, S=294J·mol- I·K- 1 

Molecular Weight 250.2562 
Wiswesser Line Notation 1T4NVNVTJ A* CR DIR D*I 
Evaluation c(Cp )' A(S) 

J. Phys. Chern. Ref. Data. Vol. 25, No.1. 1996 

92CHAIELIv 
Nordazepam; 
7 -Chi oro-l ,3-dihydro-5-phenyl-2H -1 ,4-benzodiazepin-2-one 
Phase Changes 
c,lV/liq 214.2 K, 
c,IIIIliq 216.0 K, 
c,II/liq 216.7 K, 
c,IIliq 221.3 K, 
Molecular Weight 270.7177 

/).H=33620 J·mol- 1 

/).H=27400 J·mol- I 

/).H = 34000 J·mol- I 

/).H = 24450 J·mol- I 

Wiswesser Line Notation T76 BMV DH ENJ FR IG 
Evaluation A 

ClsHllN307 (c) 
Indene picric acid 
Phase Changes 
C/liq 366.7 K, 

Molecular Weight 345.2678 

79FARISHi 

/).H=25100 J·mol- J 

/).5=68.5 J·mol- I. K- I 

Wiswesser Line Notation L56 BHJ &WNR BQ CNW ENW 
Evaluation B 

C1sH I2 (0,;) 

4-Methylphenanthrene 
88CHI/HO~ 

Heat Capacity 298.15 K, Cp =263.13J.mol- i .K- 1 

Temperature range 10 to 500 K. Value is a graphical extrapolation. 
Entropy 298.15 K, S ~ 244.55 J '11101- 1 • Ie I 

Phase Changes 
c,lIl/c,1I 

Extrapolated value. 

182.0 K, 

c,II/c,1 295 K, 

Extrapolated value. 

/).H=22.4 J·mol- I 

/).5=0.12 J·mol- I. K- I 

/).H=33.3 J·mol- I 

/).S=0.11 J·mol- i . K- 1 

c,l/liq 324.925 K, /).H= 14039 J·mol- I 

/).5=43.21 J·mol- I. K- I 

Molecular Weight 192.2598 
Wiswesser Line Notation L B666J C I 
Evaluation A 

4-Methylphenanthrene 
89CHIIHO~ 

Heat Capa~~ty 298:15 K, Cp =263.13J.mol- I.K- 1 

Temperature range 10 to 500 K. Value is a graphical extrapolation. 
Entropy 298.15 K, S=244.55 J·mol-I·K- I 

Phase Changes 

c,IJIIc,II 182.0 K, 

Extrapolated value. 
r,TT/r,T ?C)'i () K, 

Extrapolated value. 
c,l/liq 324.925 K, 

Molecular Weight 192.2598 
Wiswesser Line Notation L B666J C I 
Evaluation A 

CisHlSC03SZ (cl 
Tris-Ccyclopentadienylcobalt)disulfide 
Phase Changes 
cJl/c.l 192.5 K, 

Molecular Weight 436.2031 

/).H=22.4 J ·mol- I 

/).S=0.12 J·mol- I. K- 1 

AH=1,1, 1, T.mol- 1 

/).S=O.ll J·mol- I. K- 1 

/).H= 14039 J·mol- I 

/).5=43.21 J·mol- I. K- 1 

71S0RlKO: 

.:lH=5253.4 J ·mol- I 

.:1S=28.894 J·mol- I. K- I 

Wiswesser Line Notation L5</JJ </J-CO- 3 &S 2 
Evaluation A 
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C1SH 1SY (c) 82SHEIKAM 
Tricyclopentadienyl yttrium 
Heat Capacity 298.15 K, Cp =289.0 J·mol- I . K- I 

Temperature range 4.5 to 300 K. 
Entropy 298.15 K, S=301.6 J ·mol- I . K- I 

Phase Changes 
c,Il/c,I 265-280 K 

Order-disorder transition. 
Molecular Weight 284.1894 
Wiswesser Line Notation L5¢J ¢-Y - ¢L5¢J &¢L5¢J 
Evaluation A 

CI5H16 (liq) 56MCE 
p-Isopropylhiphenyl 
Heat Capacity 422 K, Cp =42 1.3 J·mol- I . K- I 

Temperature range 300 to 600 0 C. 
Molecular Weight 196.2914 
Wiswesser Line Notation lYl&R DR 
EvaJuaUuIl C 

Quoted in 58WALIBRO. 

C15H16 (liq) 63VAR/KOP 
Isopropylblphenyl 
Heat Capacity 295 K, Cp =343.9 J ·mol- I . K- I 

Temperature range 293 to 670 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 196.2914 

Wiswesser Line Notation I Y I &R XR 
Evaluation B 

Probably the para isomer. 

C1sH16 (Jiq) 64VUKlRAS 
Isopropylbiphenyl 
Heat Capacity 298 K, Cp =338.5 J·mol- I. K- I 

Temperature range 38 to 212°C. 
Molecular Weight 196.2914 
Wiswesser Line Notation I YI&R XR 
Evaluation C 

Probably the para isomer. 

ClsH16Nz03 (Jiq) 38KRE 
p-Azoxyanisoylphenetole 
Heat Capacity 420 K, Cp =594 J ·mol- I. K- I 

Value a few degrees below anisotropic-isotropic liquid-liquid transition 
at 428 K. 

Molecular Weight 272.3030 
Wiswesser Line Notation 20R ONO&llNR 001 

Evaluation C 

C I5H I60 (c) 
p-fY-rllmylphpnn1 

Phase Changes 

57MAS 

clJiq 346.40 K, .).H=21677 J·mor· 
Molecular Weight 212.2908 
Wiswesser Line Notation OR DX1&I&R 
Evaluation A 

CI5HI602 \c) 
4.4' -Dihydroxydiphenyl-2,2-propane 
Heat Capacity 298.15 K. 

Temperature range 14 to 480 K. 
Entropy 298.15 K. 
Phase Changes 
clliq 433 K. 

Molecular Weight 228.2902 

85Novrrsv 

5=287.7 J ·mol- I. K"'I 

~H=30100 J·mol- I 

~5=69.6 J ·mol l
. K- I 

Wiswesser Line Notation QR DXl&I&R DQ 
Eyaluation A 

C1SHZIAI06 (c) 8lTEGlFER 
Aluminum acetylacetonate 
Heat Capacity 298 K, 

Temperature range 4.2 to 450 K. 
Entropy 298 K, S=479.1 J·mol-1·K- 1 

Molecular Weight 324.3088 
Wiswesser Line Notation D60-AL-0 ADJ Dl Fl B-& 

BD60-AL-0 ADJ Dl FI B-& BD60-AL-0 ADJ D1 Fl 
Evaluation B 

C1sH21AI06 (c) 
Aluminum acetylacetonate 
Phase Changes 

86GRIlLAZ 

c/Jiq 466.7 K, llH=33700 J ·mol- I 

llS=72.1 j·mol- I. K- 1 

Molecular Weight 324.3088 
Wiswesser Line Notation D60-AL-0 ADJ Dl FI B-& 

RnfiO-AT .-0 AnI Dl FI B-& BD60-AL-O AD] Dl Fl 

Evaluation A 

ClsHzlCr06 (c) 
Chromium acetylacetonate 
Phase Changes 

86GRIILAZ 

clliq 481.9 K, llH=34000 J ·mol- 1 

115=69.5 J·mol-I·K- I 

Molecular Weight 349.3233 
Wiswesser Line Notation D60-CR-0 ADJ Dl FI B-& 

BD60-CR-0 ADJ Dl Fl B-& BD60-CR-0 ADJ DI Fl 
Evaluation A 

ClsH21Fe06 (c) 87ZHl/KAR 
Iron (III) acetylacetonate 
Heat Capacity 298.15 K, Cp =429.9 J·mol- I. K- 1 

Temperature range 13 to 310 K. 
Entropy 298.15 K, S=526.5 J·mol- I. K- I 

Molecular Weight 353. I 743 
Wiswesser Line Notation D60-FE-0 ADJ Dl FI B-& 

BD60-FE-0 ADJ Dl Fl B-& BD60-FE-0 ADJ Dl FI 
Evaluation A 

(C1sH21N30·HBr)n (c) 9IROL 
Poly-L-Iysine hydrobr6mide· phenylalanine copolymer 
Heat Capacity 300 K, Cp =366.5 J·mol- I. K- 1 

Temperature range 220 to 390 K. 

Molecular Weight 356.2617 
Wiswesser Line Notation I*VY4Z &EH &MVYM*&lR/-L 
Evaluation B 

(C 1sH2IN,30·HBr)n (c) 93ROLIWUN 
Poly-L-Iysine hydrobromide· phenylalanine copolymer 
Heat Capacity 300 K, C p = 366.5]' mol-I. K- 1 

Temperature range 220 to 390 K. 
Molecular Weight 356.2617 
Wiswesser Line Notation I*VY4Z &EH &MVYM*&IRl -L 
Evaluation B 

C1sH26 (Jiq) 63GUD/CAM 
1,3-DicyclopentyIcyciopentane 
Heat Capacity 313 K 

Temperature range 313 to 583 K. 
Molecular Weight 206.3704 
Wiswesser Line Notation L5TJ A CL5TJ A- AL5TJ 
Evaluation C 
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ClsH26BrN (c) 
9-Phenylnonylammonium bromide 
Phase Changes 
c,II/c,I 309 K, 

Molecular Weight 300.2811 
Wiswesser Line Notation Z9R &EH 
Evaluation A 

C1SH26CIN (c) 
9-Phenylnonylammonium chloride 
Phase Changes 
c,IlIlc,Il 320 K, 

c,II/c,I 331 K, 

Molecular Weight 255.8301 
Wlswesser Line Notation Z9R &GH 

Evaluation A 

89VANIWHI 

L\H=8930 J·mol- I 

L\5=3.48 J·mol- I . K- I 

89VANIWHI 

L\H= 10000 J·mol- I 

L\5=3.82 J·mol- I . K- I 

L\H=7590 J·mol- I 

L\5=2.54 J·mol- I . K- I 

ClsH2606 (lig) 76PHIIMAT 
Tributyrin; Glyceryl tributyrate 
Heat Capacity 313 K, Cp =569 J·mol- I. K- I 

Temperature range 313 to 413 K. 
Molecular Weight 3U2.366~ 
Wiswesser Line Notation 3VOIYOV3&lOV3 
Evaluation C 

ClsH2606 Oig) 86NILIWAD 
Tributyrin; Glyceryl tributyrate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 302.3668 
Wiswesser Line Notation 3VO I YOV3& 10V3 
Evaluation A 

C1sH28 (Iig) 63GUD/CAM 
2-Isopropylbicyclohexyl 
Heat Capacity 313 K, Cp =418.4J·mol- I·K- 1 

Temperature range 313 to 483 K. 
Molecular Weight 208.3862 
Wiswesser Line Notation L6TJ A- BL6TJ AY1&1 
Evaluation C 

C 1sH18 (Ijq) 63GUD/CAM 
2-Ethylbicyclohexylmethane 
Heat Capacity 313 K, Cp =384.5J.mol- I.K- 1 

Temperature range 313 to 483 K. 
Molecular Weight 208.3862 
Wiswesser Line Notation L6TJ A- BL6TJ A2 
Evaluation C 

C,sH28 (liq) 
Cyclohexyl(ethyIcyclohexyl)methane 
Heat Capacity 313 K. 

Temperature range 313 to 483 K. 
l\lolecular Weight 208.3862 
Wiswesser Line Notation L6TJ A 1- XL6TJ A2 
Evaluation C 
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63GUD/CAM 

C1sH28 (Jig) 62GOLIBEI 
1,2-Dicyclohexylpropane 
Heat Capacity 422 K, 

One temperature. 
Molecular Weight 208.3862 
Wiswesser Line Notation L6TJ AY1&1- AL6TJ 
Evaluation C 

C1sH28 (Jig) 63GUD/CM 
1,2-Dicyclohexylpropane 
Heat Capacity 313 K, C p = 398.3 J. mol-I. K- I 

Temperature range 313 to 583 K. 
Molecular Weight 208.3862 
Wiswesser Line Notation L6TJ AY 1 & 1- AL6TJ 
Evaluation C 

C1sH28 (Jig) 62GOLIBEI 
Cyclohexyl(2-ethylcyclohexyl)methane 
Heat Capacity 311 K, Cp =411.7 J·mol-I·K- I 

Temperatures 100,200, 300 oF. 
Molecular Weight 208.3862 
Wiswesser Line Notation L6TJ B2 Al- AL6TJ 
Evaluation C 

C1sH28 (Jig) 62GOLIBEL 
Isopropylbicyclohexyl 
Heat Capacity 311 K, Cp =417.6 I·mol- I. K- I 

Temperatures 100, 200, 300 OF. 
Molecular Weight 208.3862 
Wiswesser Line Notation L6TJ XY1&1 A- AL6TJ 
Evaluation C 

C1sH280 (Jiq) 88BAG/GUI< 
3,7,11-Trimethyl-l-dodecyn-3-01 
Heat Capacity 313.15 K, Cp =574.4 I·mol- I. K- I 

Temperature range 270 to 340 K. Un smoothed experimental datum. 
Molecular Weight 224.3856 
Wiswesser Line Notation lY3Y3XQlUUl 
Evaluation B 

C lSHZSOZ (c) 

Pentadecanolactone 
Heat Capacity 298.15 K, 

Temperature range 13.8 to 330 K. 
Entropy 29lU:) K, 

Phase Changes 
c,IIIc,! 282.98 K, 

c,I/liq 308.5 K. 

Molecular Weight 240.3850 
Wiswesser Line Notation T-16-VOTJ 
Evaluation A 

81LEBIYE\ 

I1H=27301 J·mol- I 

115=96.2 J·mol- I • K- I 

I1H=6979 J·mol- I 

L\5=22.6 I·mol- I . K- I 
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Cl5H2S02 (c) 
Pentadecanolactone 
Heat Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 
Phase Changes 
c,IDe,! 282.98 K, 

c,IIliq 308.5 K, 

c,Il/lc,!' 193 K, 

Molecular Weight 240.3850 
Wiswesser Line Notation T-16-VOTJ 
Evaluation A 

83YEVILEB 

S=482.9 J ·mol- I. K- I 

!:l.H=27300 J·mol- I 

!:l.S=96.3 J·mol-I·K- I 

!:l.H=6980 J·mol- I 

!:l.S=22.6 J·mol- I. K- I 

!:l.H=O J·mo!-I 
!:l.S=OJ·mol-I·K- 1 

Thermodynamic functions are also given for the c,I' and the c,II/ states 
from 5 to 282.98 K. 

(C 151128°2) n (c) 
Pol ypentadecanolactone 
Heat Capacity 298.15 K, 

Temperature range 5 to 370.4 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 370.4 K, 

100% rry<;t::ll1inity 

glslh.e. 251 K, 

Glass to high-elastic state. 
Molecular Weight 240.3850 
Wiswesser Line Notation I*MV14*1 

Evaluation A 

C15H 30 (Jiq) 
n-Decylcyclopentane 
Heat Capacity 298.15 K, 

Temperature range 12 to 370 K. 
Entropy 298.15 K, 
Phase Changes 
c11iq 251.02 K, 

Molecular Weight 210.4020 
Wiswesser Line Notation L5TJ A 10 
Evaluation A 

C,sH300 (c) 

2-Pentadecanone; Tridecyl methyl ketone 

83YEVILEB 

Cp =369.2 J.mol- I • K- 1 

S-397.4 J mol-I. K-l 

ilH=56000 J ·mol- I 

ilS=151 J·mol-I·K- I 

ilH=OJ'mol- 1 

il5=0 J·mol- I. K- I 

65MES/TOD2 

5=538.52 J·mol- I . K- l 

ilH=33125 J·mol- I 

ilS= 132.0 J 'mol- I , K- I 

I9SUN/SVb 

Heat Capacity 298.15 K, Cp =426.8 J·mo!-I. K- 1 

Temperature range 285 to 343 K. Equations only. 
Phase Changes 

c/Iiq 312.2 K. 

l\lolecular Weight 226.4014 
Wiswesser Line Nototion 13V 1 

Evaluation B 

C,sH300 2 (c) 
Pentadecanoic acid 
Heat Capacity 298.15 K. 

Temperature range 80 to 345 K. 
Phase Changes 
c,II/e,! 318.7 K. 

c.Uliq 325.68 K. 

Molecular Weight 242.4008 
Wiswesser Line Notation QV 14 

I·· ... tion B 

tlH=54570 1 'mol- I 

,j,S= 174.8 l·mol- I
• K- 1 

82SCH/MIL 

C,,=443.28 J·mol- l • K- 1 

..lH=8123J·moI- 1 

..l5=25.47 J·rnol- I . K- I 

:lH=41526J·mol- 1 

..lS= 127.50 J ·mol- I . K- I 

79FUC 
Methyl tetradecanoate; Methyl myristate 
Heat Capacity 298.15 K, Cp=505.4 J·mol- I . K- I 

One temperature. 
Molecular Weight 242.4008 
Wiswesser Line Notation 13VO 1 
Evaluation B 

ClsH3004 (c) 
2-Monolaurin 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 274.3996 
Wiswesser Line Notation Q I Y 1 QOV 11 
Evaluation B 

Cl5H3004 (c) 
I-Monolaurin 
Heat Capacity 

One temperature. 

298 K, 

Molecular Weight 274.3996 
Wiswesser Line Notation QIYQOVII 
Evaluation B 

f3L form. 

C1sH32 (Jiq) 
n-Pentadecane 
Heat Capacity 298.l5 K, 

Temperature range 12 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c,I1/c,I 270.9 K, 

c,Illiq 283.11 K, 

Molecular Weight 212.4178 
Wiswesser Line Notation 15H 
Evaluation A 

C15H32 (Iiq) 
n-Pentadecane 
Heat Capacity 

One temperature. 
,298.15 K, 

Molecular Weight 212.4178 
Wiswesser LIne Notation l::5H 
Evaluation B 

(,\:;HJ2 (liq) 

n-Pentadecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 212.417R 
Wiswesser Line Notation 15H 
Evaluation B 

C1SH32 (Jiq) 
n-Pentadecane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 212.4178 
Wiswesser Line Notation 15H 
Evaluation B 

65SILIDAU 

C p=436.4 J ·mol- I. K- I 

65SILIDAU 

54FIN/GR02 

C p=469.95 J ·mol- I. K- I 

S=587.52 J·mor- I . K- I 

ilH=9167 J'mo]-I 
LlS=33.84 J ·mol- I . K- I 

ilH=34593 J·mol- I 

ilS= 122.19 J ·mol- I . K- I 

81GROlING 

88COS/HUU 

91TRE/COS 

C,,=470.48 J ·mol- I • K- 1 
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C1sH3ZO (c) 
1-Pentadecanol; n-Pentadecyl alcohol 
Heat Capacity 298.15 K, 

Temperature range 295 to 308 K. 
Phase Changes 
c,,Blc,a 316.2 K, 

c,,a/liq 316.6 K, 

c,a/liq 316.9 K, 

Molecular Weight 228.4172 
Wiswesser Line Notation Q15 
Evaluation B 

C1sH3ZO (c) 

1-Pentadecanol; n-Pentadecyl alcohol 
Heat Capacity 318 K, 

Temperature range 318 to 346 K. 
Molecular Weight 228.4172 
Wiswesser Line Notation Q 15 
EVlllulltion B 

C1sH3ZO (c) 
I-Pemadecanol; n-Pemadecyl alcohol 
Heat Capacity 358 K, 

Temperature range 358 to 608 K. 
Molecular Weight 228.4172 
Wiswesser Line Notation Q15 
Evaluation B 

C1sH3ZO (Jiq) 
I-Pentadecanol; n-Pentadecyl alcohol 
Heat Capacity 323.15 K, 

Temperature range 323 to 573 K. 
Molecular Weight 228.4172 
Wiswesser Line Notation Q15 
Evaluation B 

74MOS/MOU 

IlH=23650 J·mol- I 

115=74.8 J·mol- I. K- I 

IlH=54720 J·mol- I 

115= 172.8 J ·mol- I. K- I 

IlH=30350 J ·mol- I 

115=95.8 J ·mol- I. K- I 

74MOS/MOU 

82VASIPET 

89KHNZYK 

ClsH3206 Oiq) 82ZAR 
Pentapropylene glycol 
Heat Capacity 298 K, Cp =685.6 J·mol- I. K- I 

Temperature range 298, 323, 363 K. 
Molecular Weight 308.4142 
Wiswesser Line Notation QYOYOYOYOYQ 
Evaluation B 

ClsH36Br2N2 (c) 74BURNER 
I J-Bis(triethylammonium)propane dibromide 
Heat Capacity 298 K, C p =439.3 J. mol-I. K- I 

Temperature range 273 to 373 K. 
l\lolecular Weight 404.2708 
Wiswesser Line Notation 2K2&2&3K2&2&2 &E &E 
Evaluation B 
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C16F34 (c) 
n-Perftuorohexadecane 
Heat Capacity 298.15 K, 

Temperature range 0 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c,IV/c,III 175.47 K 

c,III/c,I1 177.34 K 

Molecular Weight 838.1216 

93LEBIBYI< 

5=990.0 J·mol- I. K- I 

IlH=870J·mol- I 

115=4.97 J·mol- I. K- I 

IlH= 1880 J·mol- I 

1l5= 10.68 J·mol- I. K-1 

Wiswesser Line Notation FXFFXFFXFFXFFXFFXFFXFF
XFXFFXFFXFFXFFXFFXFFXFFXFFF 
Evaluation A 

C16H60 7 (c) 
Bis-(3-phthalyl anhydride) ether 
Heat Capacity 300 K, 

Temperature range 20 to 300 K. 
Entropy 300 K, 
Molecular Weight 310.2192 

73KARIMOC 

5=319.2 J·mol-1·K- I 

Wiswesser Line Notlltion TS6 BVOVJ GO- GTS6 BVOVJ 

Evaluation A 

C 16H 60 SS (c) 73KARIMOC 

Bis-(3-phthalyl anhydride) sulfone 
Heat Capacity 300 K, 

Temperature range 20 to 300 K. 
Entropy 300 K, 5=360.7 J·mol-I·K- I 

Molecular Weight 358.2786 
Wiswesser Line Notation T56 BVOVJ GSW- GT56 BVOVJ 
Evaluation A 

(C16HSDg)n (gls) 
Polystyrene-polystyrene-dg copolymer 
Heat Capacity 298.15 K, 

Temperature range 7 to 330 K. 

83LEB/SMI 

Entropy 298.15 K, 5=291.4J·mol- I ·K- 1 

Molecular Weight 216.3656 
Wiswesser Line Notation /*YR&l *1 &1*YR&1 */ 

& 1I2-BC!?pF/4IH-2 8 
Evaluation A 

C16HgN" (c) 
Naphthalene-tetracyanoethylene adduct 
Heat Capacity 

Temperature range:; to 300 K. Data graphically only. 
Phase Changes 

79BOEIWES 

c.IIlIc.II 160 K. ..15=5.10 J·mol- I
• K- 1 

Bifurcated peak. Transition region 150 to 172.5 K. 
c.II/c,I 222 K, .:15-5.02 J·IIlU!-I. K- 1 

Extended transition. Transition region 172.5 to 240 K. 
Molecular Weight 256.2600 
Wiswesser Line Notation L66J &NCYCN&UYCN&CN 
Evaluation A 
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CI6HsN4 (c) 
N aphthatene-tetracyanoethy tene adduct 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IlIlc,1I 160 K, 

c,IIIc,I 240 K, 

c,IIIIc,Il: 
region from 150 to 172.5 K; 

c,IIIc,I: 
region from 172.5 to 240 K. 

Molecular Weight 256.2600 

80BOEIWES 

S=384.3 J ·mol- I
. K- I 

AH=822.6 J·mol- I 

A5=5.1O J·mol- I. K- I 

AH= 1029 J·mol- I 

AS=" OJ. I.mol- I . K- I 

Wiswesser Line Notation L66J &NCYCN&UYCN&CN 
Evaluation A 

C16H10 (c) 71WONlWES 
Fluoranthene; Idryl; 1,2-Benzacenaphthene 
Heat Capacity 298.15 K, Cp =230.25 J·mot- I. K- I 

Temperature range 5 to 427 K. 
Entropy 298.15 K, 
Phase Changes 
cIlia 383.36 K, 

Molecular Weight 202.2550 

5=230.58 J·mol- I. K- I 

I::.H=18728 J·mol- 1 

A5=48.85 J·mol- I. K- I 

Wiswesser Line Notation L C6566 lA PJ 
Evaluation A 

CI6H1o (c) 34JACIPAR 
Pyrene: Benzo(d.e.f)phenanthrene 
Heat Capacity 291.1 K, Cp =227.65 J·mol-I·K- I 

Temperature range 94 to 292 K. Value is unsmoothed experimental 
datum. 

Entropy 298.1 K, 5=215.1 J ·mol- I. K- I 

Extrapolation below 90 K, 59.79 J. mol-I. K- I. Hump in C p curve 
around 116 K, probably 2nd order transition. AH = 100 1· mol-I. 

Molecular Weight 202.2550 
Wiswesser Line Notation L666 B6 2AB PI 
Evaluation B(Cp)'C(S) 

CI6H tO (c) 
Pyrene; Benzo(d,e,f)phenanthrene 
Heat Capacity 298.15 K. 

Temperature range 5 to 484 K. 
Entropy 298.15 K 
Phase Changes 
c.II1c.I 120.8 K, 

cJlliq 423.81 K. 

Molecular Weight 202.2550 

71WONIWES 

5=224.89 J·mol- I. K- I 

t::.H=289 J 'mol- 1 

A5=2.30 J·mol- I . K- I 

~H= 17364-J'mol- 1 

1::.5=40.97 J·mol- I
. K- I 

Wiswesser Line Notation L666 B6 2AB PJ 
Evaluation A 

CI6HlO (c) 80SMIISTE 
pyrene: Benzo\d.eJ)phenanthrene 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 202.2550 
Wiswesser Line Notation L666 B6 lAB PJ 
E"aluation C 

(C16HIOGe)n (gls) 77LEBIRAB 
Polydiphenyldiethynylgermanium 
Heat Capacity 298.15 K, C p = 279.4 J. mol-I. K- I 

Temperature range 50 to 325 K. 
Molecular Weight 274.8650 
Wiswesser Line Notation /*IUUI-GE-R&R&IUUl */ 
Evaluation B 

(C16H IOSi)n (e) 73LEB/TSV2 

Polydiphenyldiethynylsilane 
Heat Capacity 300 K, Cp=309.2 J ·mol- I. K- I 

Temperature range 10 to 300 K. 
Entropy 300 K, 5=286.6J·mol- I·K- 1 

Molecular Weight 230.3405 
Wiswesser Line Notation /*IUU1-SI-R&R&lUUl */ 
Evaluation A 

(C16H10Si)n (c) 74MILILEB 
Polydiphenyldiethynylsilane 
Heat Capacity 300 K, C p = 309.2 J. mol-I. K- I 

Temperature range 300 to 330 K. 
Entropy 300 K, 5=286.6 J·mol- I. K- 1 

Molecular Weight 230.3405 
W'iswesser Line Not~tion J* 1 UU l-SI-R&R& 1 UU 1 *1 

Evaluation B 

Ct6HllN306 (c) 80RADIRAD 
Naphthalene-l,3,5-trinitrobenzene adduct 
Heat Capacity 298.15 K, Cp =233.5 J·mol- I. K- I 

Temperature range 220 to 400 K. Data given graphically. C p calculated 
from equation. 

Phase Changes 
c,IIIIc,II 

c,IIIc,! 

c,I1liq 

220 K, 

424.5 K, 

430.8 K, 

Molecular Weight 341.2794 

AH =1700 J ·mol- l 

A5=7.22 J·mol- I. K- I 

AH= 1598 J·mol- I 

AS=3.77 J·mol- I. K- I 

AH=31900 I·mol- I 

1::.5=74.05 J·mol- I . K- I 

Wiswesser Line Notation L66J &WNR CNW ENW 
Evaluation . B 

CI6HIIN307 (c) 
Naphthalene picric acid 
Phase Changes 
c/liq 426.2 K. 

Molecular Weight 357.2788 

79FARISHA 

AH=34700 J·mol- 1 

AS=81.4 J·mol- I. K- I 

Wiswesser Line Notation L66J & WNR BQ CNW ENW 
Evaluation B 

CI6H12Ge (c) 75LEB/MIL4 
Diethynyldiphenylgermane 
Heat Capacity 298.15 K, Cp =305.4J.moI- I .K- 1 

Temperature range 8.4 to 326 K. Deposited in VINITI, No 605-75, 10 
March 1975. 

Entropy 

Phase Changes 
c/liq 

19&.15 K, 

319.94 K. 

Molecular Weight 276.8608 

~H=20tOO j·mol- I 

A5=62.80 J·mol- I
. K- I 

Wiswesser Line Notation lUUI-GE-R&R&IUUl 
Evaluation A 
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C16H12Ge (c) 
Diethynyldiphenylgermane 
Heat Capacity 300 K, 

Temperature range 8 to 326 K. 
Entropy 300 K, 
Phase Changes 
c/liq 319.94K, 

Molecular Weight 276.8608 

75LEB/MIL2 

5=358.9 J ·mol- I. K- I 

AH=20100 J·mol- I 

A5=62.80 J·mol- I. K- I 

Wiswesser Line Notation lUUI-GE-R&R&lUUl 
Evaluation A 

C16H12Ge (c) 
Diethyny Idiphenylgermane 
Heat Capacity 298.15 K, 

Temperature range 10 to 325 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 319.94 K, 

Molecular Weight 276.8608 

75LEB/MIL6 

5=356.9 J·mol- I. K- I 

AH=20100 J·mol- I 

A5=62.8 J·mol- I • K- 1 

Wiswesser Line Notation lUUI-GE-R&R&lUUl 
Evaluation A 

84ABRIBAI 
Tetramethylammonium hexacyanotrimethylenecyclopropanide 
Heat Capacity 295 K, Cp =442.6 J·mol- I. K- I 

Temperature range 233 to 393 K. 
Phase Changes 
c,IIIc,I 363.7 K, AH= 1350 J·mol- I 

A5=3.4 J·mol- I. K- I 

Molecular Weight 302.3177 
Wiswesser Line Notation L3YYYJ AUlCN&CN BUICN&CN 
CUlCN&CN &Kl&I&1 
Evaluation B 

Treated as a second-order transition, the phase change gives a heat 
capacity discontinuity of 56 J·mol- I. K- I at 363.7 K. 

C16H120 2 (e) 30PARlHUF2 
Dibenzoy lethy lene 
Heat Capacity 291.9 K, Cp =286.6J.mol- I .K-1 

Temperature range 89 to 292 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=319.2 J ·mol- I. K- I 

Extrapolation below 90 K, 104.1 J·mo]-I·K- I. 
Molecular Weight 236.2696 
Wiswesser Line Notation RV I U I VR 
Evaluation B(Cp)'C(S) 

ClI;H.,Si (c) 
Diphenyldiethynylsilane 
Heat Capacity 298.15 K. 

Temperature range 50 to 330 K. 
Entropy 298.15 K, 
Phase Changes 

74MILILEB 

e/liq 316.24 K. !:::.H= 19673 J·mol- I 

Molecular Weight 232.3563 
Wiswesser Line Notation 1UUl-SI-R&R&IUUl 
Evaluation A 
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C16H12Si (c) 
Diphenyldiethynylsilane 
Heat Capacity 298.15 K, 

Temperature range 10 to 326 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 209 K 

Crystal-glass transition. 
c,I11iq 316.72 K, 

Molecular Weight 232.3563 

77MILILEB 

5=345.2 J·mol- I. K- I 

AH=22360 J 'mol- I 

A5=70.60 J·mol- I. K- I 

Wiswesser Line Notation lUUl-SI-R&R&lUUl 
Evaluation A 

C16H14 (e,II) 
4,5,9,10-Tetrahydropyrene 
Heat Capacity 298.15 K, 

Temperature range 5 to 500 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 319.9 K, 
c,II/e,! 385.1 K, 
e,IIliq 412.725 K, 
Molecular Weight 206.2866 

93CHIIKNI2 

Cp =257.12 J·mol- I. K- I 

AH=3670.9 J·mol- I 

AH=261.1 J·mol- 1 

AH= 17093.8 J ·mol- 1 

Wiswesser Line Notation L666 B6 2AB 'PT &T &J 
Evaluation A 

C16H1402 (c,!) 30PARlHUF2 
1,2-Dibenzoylethane 
Heat Capacity 296.0 K, Cp =291.2 J·mol- I. K- I 

Temperature range 93 to 296 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15K, S=324.79J·mol- I·K- 1 

Extrapolation below 90 K, 103.7 J. mol-I. K -I. 
Phase Changes 
e,IIIe,l 187 K, 

Molecular Weight 238.2854 
Wiswesser Line Notation RV2VR 
Evaluation B(Cp)'C(S) 

C16H1402 (c) 
1,2-Dibenzoy lethane 
Heat Capacity 303 K, 

Temperature range 30 to 190°C. 
Phase Changes 
e/liq 418.6 K, 

Molecular Weight 238.2854 
Wiswesser Line Notation RV2VR 
Evaluation B 

AH=218 J·mol- I 

AS= 1.17 J·mol- I. K- 1 

32SPAITHO 

AH=38982 J·mol- I 

AS=93.1 J·mol- I . K- I 

(C16HI403)n (e) 62DAIlEVA7 
Poly(4,4' -dioxyphenyl-2,2' -propane carbonate); Lexan polycarbonate 
Heat Capacity 298.15 K. Cp =300.3 J·mol-I·K- I 

Temperature range 20 to 300 K. 
Entropy 298.15 K, S=315.1 J·mol-I·K- I 

Molecular Weight 254.2848 
Wiswesser Line Notation I*VOR DXl&I&R DO*I 
Evaluation A 
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(C16H1403)n (c) 630REIKAR 
Poly(4,4' -dioxyphenyl-2,2' -propane carbonate); Lexan polycarbonate 
Heat Capacity 

Temperature range 80 to 570 K. C p data given graphically only. 
Phase Changes 
glslliq 450-520 K, ~H=5894 J ·mol- I 

Amorphous powder sample. 
glslliq 450-520 K, IlH=8235 J·mol- I 

Solvent crystallized sample. 
(24% crystallinity). 

Molecular Weight 254.2848 
Wiswesser Line Notation /*VOR OXl&I&R 00*/ 
Evaluation B 

T(glass)=410 to 415 K. 

C16H1SN (c) 
4' -Propylbiphenyl-4-carbonitrile 
Heat Capacity 298.15 K, 

Temperature range 5 to 380 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 338.77 K, 

Molecular Weight 221.3012 
Wiswesser Line Notation NCR OR 03 
J:<;valuation A 

91ASNSOR 

S=324.774 J ·mol- I . K- I 

IlH=22700 J ·mol- l 

IlS=67.0 J·mol- I. K- I 

C16HlSN03 (c) 87BYKlKIP 
3-Phenyl-5-phenoxymethyl-2-oxazolidinone 
Heat Capacity 298.15 K, Cp =310.6J·mol- I·K- 1 

Temperature range 0 to 330 K. 
Entropy 298.15 K, S=330.0 J·mol- I. K- 1 

Molecular Weight 269.2994 
Wiswesser Line Notation T5NVOTJ AR 0 I OR 
Evaluation A 

C16H 16 (c,II) 93CHIIKl"l"I2 
1,2,3,6,7,8-Hexahydropyrene 
Heat Capacity 298.15 K, 

Temperature range 5 to 700 K. 
Entropy 298.15 K, S=236.26 J ·mol- I • K- 1 

Phase Changes 
c,IIIc,I 377.00 K, 
c,IIliq 407.635 K, 

IlH=9979.1 J'mol-! 
~H= 18093.2 J'mol- J 

Molecular Weight 208.3024 
Wiswesser Line Notation L666 B6 2AB P&T &TJ 
Evaluation A 

C16H16 (c) 69SHI/MCN 
2.2-Metaparacyclophane 
Heat Capacity 300 K, 

One temperature. 
Molecular Weight 208.3024 
Wiswesser Line Notation L E6 B-IO-6 E-&T &J 
Evaluation B 

C I6H 16 (c) 69SHIIMCN 
2.2-Metacyclophane 
Heat Capacity 300 K, 

Temperature range 300, 318 K. 
Molecular Weight 208.3024 
Wiswesser Line Notation L E6 B-IO-6 E-&T &J 
Evaluation B 

C16H I6 (c) 69SHIfMCN 
2,2-Paracyclophane; Cyclo-di-p-xylene 
Heat Capacity 300 K, Cp =248.1 J·mol- I. K- I 

Temperature range 300, 318 K. 
Molecular Weight 208.3024 
Wiswesser Line Notation L F6 C-12-6 A B F- F-&T&J 
Evaluation A 

C16H l6 (c) 70ANOlWES 
2,2-Paracyclophane; Cyclo-di-p-xylene 
Heat Capacity 298.15 K, C p = 252.34 J . mo]-I . K- I 

Temperature range 10 to 350 K. 
Entropy 298.15 K, S=265.68J·mol- I·K- J 

Phase Changes 
Second order transition between 30 and 60 K. 

Molecular Weight 208.3024 
Wiswesser Line Notation L F6 C-12-6 A B F- F-&T &J 
Evaluation A 

C1bHJlj (c) 73RODIWES 
2,2-Paracyclophane; Cyclo-di-p-xylene 
Heat Capacity 298.15 K, Cp =252.7 J·mol-I·K- 1 

One temperature. C,> given as 0.290 cal· K- I. g -I. 
Molp(,lIl~r Wpight 70R 1014 

Wiswesser Line Notation L F6 C-12-6 A B F- F-&T&J 
Evaluation A 

CUjH16NzOz (c) 
Anisaldazine 
Heat Capacity 

67BARIPOR 

Cp data given graphically only. Temperature range 313 to 500 K. 
Phase Changes 
clliq 442.0 K, 

Solid-nematic transition. 
liq/liq 453.6 K, 

Nematic-isotropic transition. 
Molecular Weight 268.3146 

IlH=29750 J·mo]-I 

IlS=67.3 J·mol- I. K- I 

IlH=661 J.m~r-I 
IlS= 1.5 J ·mol- I. K- 1 

Wiswesser Line Notation lOR OIUNNUIR DOl 
Evaluation :s 

C16HlSNz03 (Jiq) 38KRE 
p-Azoxyphenetole; 4,4' -Oiethoxyazoxybenzene 
Heat Capacity 430 K. C

p
=607 J·mol-I·K- J 

Vllll1f'. II ff"W clf'e.rf'f'~ h,,1nw anisotropic-isotropic liquid-liquid transition 

at 436 K. 
Molecular Weight 286.3298 

Wiswesser Line Notation 20R ONUNO&R 002 
Evaluation C 

Cl6HlSNz03 (c) 93ACRITUC 
p-Azoxyphenetole; 4,4' -Oiethoxyazoxybenzene 
Phase Changes 
clliq 406.5 K. .1 H = 27000 J . mor- J 

cInematic. 
liqllig 

Nematic/Jig. 
438.5 K. 

Molecular Weight 286.3298 

IlH= 1700 J ·mo!-I 

Wiswesser Line Notation 20R ONUNO&R 002 
Evaluation A 
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C16HlSN404 (c) 73KARlSAP3 
3,3-Bis(4-carboxyphenyl)phthalide dihydrazide 
Heat Capacity 298 K, C p =460.2 J. mol-I. K- I 

Temperature range 20 to 298 K. 
Entropy 298 K, 5=441.4 J·mol- I. K- I 

Molecular Weight 330.3426 
Wiswesser Line Notation T56BVO EHJ ER DVMZ &ER DVMZ 
Evaluation B 

C16HlSNs (c) 73KAR1SAP3 
1,3-Bis[5-(0-aminophenyl)-1,2,4-trizaole-3-yl]benzene 
Heat'Capacity 298 K, Cp =433.0J.mol- I .K- 1 

Temperature range 20 to 298 K. 
Entropy 298 K, 5=408.9 J·mol- I . K- I 

Molecular Weight 322.3718 
Wiswesser Line Notation ZR B- CT5NN DMJ ER C- CT5NN 

DMJ ER BZ 
Evaluation B 

C 16H:IOCr (liq) 72NTK/SAF 
Bis( ethylbenzene )chromium 
Heat Capacity 298.15 K, C p =393.3 J·mol- I. K- I 

Temperature range 60 to 298.15 K. 
Entropy 298.15 K, 5=406.7 J·mol-I·K- I 

Phase Changes 
c/liq 275.6 K 
Molecular Weight 264.3300 
Wiswesser Line Notation L6c/>J A2c/>-CR- c/>L6c/>J A2 
Evaluation B 

Data also given for glassy phase from 60 to 190 K. 

C16HzoCrI (e) 
Bis(m-xylene)chromium iodide 
Heat Capacity 298.15 K, 

Temperature range 60 to 298.15 K. 

72NIKISAF 

Entropy 298.15 K, 5=370.1 J·mol-I·K- I 

Molecular Weight 391.2345 
Wiswesser Line Notation L6c/>J Al Clc/>-CR- c/>L6c/>J Al CI &1 
Evaluation B 

CI6HzoNz (c) 
Tetracyclopropylsuccinonitrile 

Heat Capacity 298.15 K, 
One temperature. 

Phase Changes 

84BERlBEC2 

('/lig 390 K, 

Molecular Weight 240.3474 
Wiswesser Line Notation 

~H=22301 J.mol- I 

Evaluation B 

C I6Hn OSi2 (liq) 83DZHlKUL 
1.1.3.3-Tetramethyl-I ,3-diphenyldisiloxane 
Heat Capacity 298.15 K, Cp =508.1 J·mol-I·K- I 

Temperature range 5 to 300 K. 
Phase Changes 
clliq 250 K 
:\Iolecular Weight 286.5202 
Wiswesser Line Notation I-SI-I&R&O-SI-I&I&R 
Evaluation A 

T(glass)= 167 K. 
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C16H220Si2 (Iiq) 86DZHlKUI 
1,1,3,3-Tetramethyl-I,3-diphenyldisiloxane 
Heat Capacity 298.15 K, Cp =508.1 J·mol- I . K- I 

Temperature range 4 to 300 K. C p (c)=40.76+ 1.5IT-5.428X 1O-4T 
(90 to 160 K); Cp (Iiq)=382.004-3.75x 1O-2T+ 1.5144X 1O-3T2 (l7{ 
to 300 K). 

Entropy 298.15 K, 5=559.7 J·mol- I. K- I 

Phase Changes 
clliq 251 K 
Molecular Weight 286.5202 
Wiswesser Line Notation I-SI-I&R&O-SI-l&I&R 
Evaluation A 

T(glass)= 167 K. 

C16H2203Si3 (c) 82KULIDZI-
Diphenyltetramethylcyclotrisiloxane 
Heat Capacity 298.15 K, Cp =463.6 J·mol- I. K- I 

Temperature range 4.2 to 370 K. Data given graphically except for datl 

at 298.15 K. 
Entropy 
Phase Changes 
c.Tlliq 

298.15 K, 

117,9R K. 

Molecular Weight 346.6045 

5=528.0 J·mol- I. K- 1 

I:1H=2?J97 J.m()1- 1 

j),,5=65.7 J·mol- I • K- I 

Wiswesser Line Notation T6-SI-O-SI-O-SI-OTJ AR AR CI CI El EI 
Evaluation B 

C16H2204 (liq) 
Dibutyl o-phthalate 
Heat Capacity 300 K, 

Temperature range 60 to 360 K. 

69RAB/MAR 

Entropy 300 K, 5=933.0 J·mol- I. K- I 

Molecular Weight 278.3474 
Wiswesser Line Notation 40VR BV04 
Evaluation C 

Glass transition at 173.5 K; j)"H=1238 J'mol- I, 1:15=4.77 J·mol- I
. 

K- I . 

C16H220 4 (e) 70MARIRAB 
Dibutyl o-phthalate 
Heat Capacity 300 K, Cp =477.0 J·mol- I. K- I 

Temperature range 60 to 360 K. 
Entropy 300'K, 5=514.6 J·mol- I. K- I 

Molecular Weight 278.3474 
Wiswesser Line Notation 40VR BV04 
Evaluation B 

T(glass)= 173.5 °c. 

C16HZ20" (Iiq) 
Dibutyl o-phthalate 
Heat Capacity 298.15 K, 

Temperature range 14 to 300 K. 

85RABINO\ 

Entropy 298.15 K. S=561.1 J.mol I.K I 

MolecularWeight 278.3474 
Wiswesser Line Notation 40VR BV04 
Evaluation A 

Data given for glassy state from 10 to 170 K. T(glass)= 173.5 K. 

C'6H22011 (e) 44CLAlST£ 
a-Glucose pentaaeetate (D) 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 390.3432 
Wiswesser Line Notation T60TJ BOV! COY! DOV! EOVI FIOV 
-A&BCE -B&DF 
Evaluation C 
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CI6H220 11 (c) 44CLNSTE 

,B-Glucose pentaacetate (D) 
Heat Capacity 298 K, 

One temperature. 
Molecular Weight 390.3432 
Wiswesser Line Notation T60TJ BOV] COVI DOVI EOVI FIOVI 
-A&CE -B&BDF 
Evaluation C 

C16H24Si8012 (c) 85PAN/KOZ 
Octa( vinylsilasesquioxane) 
Heat Capacity 300 K, Cp =760 J·mol- I. K- I 

Temperature range 160 to 300 K. Cp value estimated from graphical 

data. 
Phase Changes 
c,IIIc,I 229.6 K, 

Molecular Weight 633.0424 

6.H=9200 J ·mol- I 

6.5=40.0 J·mol- I. K- I 

Wiswesser Line Notation T16 I-SIO-O-SI-OI 4J ClUl ClUl GIU1 
OlU] KlU] KIUl OIUI OIUI 

Evaluation C(Cp )' B(Phase changes) 

C16H2SN02 (c) 7lPRI 
Nonyl N-phenyIcarbamate 
Heat Capacity 298.15 K, Cp =471.1 J·mol-I·K- I 

Temperature range 200 to 390 K. Complete data deposited in VINITI, 
No. 2713-71, 25 March 1971. 

Phase Changes 
c/liq 327 K, 

Molecular Weight 263.3790 
Wiswesser Line Notation 90VMR 
Evaluation B 

6.H=28054 J ·mol- I 

6.5=85.8 J·mol- i
. K- I 

C16H26 (Jiq) 63GUD/CAM 
I-Cyclohexyl-3-methylhydroindan 
Heat Capacity 313 K, Cp =400.7 J·mol-I·K- I 

Temperature range 313 to 483 K. 
Molecular Weight 218.3814 
Wiswesser Line Notation L56TJ B 1 D- AL6TJ 
Evaluation C 

C 16H2,N (c) 91ASNSOR 
trans.trans-4' -Propylbicyclohexyl-4-carbonitrile 
Heat Capacity 298.15 K. Cp=349.77 J ·mol- I. K- I 

Temperature range 5 to 380 K. 
Entropy 298.15 K. 
Phase Changes 

c/liq 330.73 K. 

Crystal to nematic liquid. 
liq/Jiq 353.80 K. 

:\ematic to isotropic liquid. 
Molecular Weight 234.1906 

5=355"+07 J ·mol-· K- I 

j.H=27000 J ·mol- I 

.:.l5=81.7 J·mol-I·K- I 

j. H = 1 800 J . mol-- I 

j.5=5.0 J·mol- I. K- I 

"Yiswesser Line Notation L6TJ DCN A- -L6TJ D3 
Evaluation A 

The metastable phase exhibits the phase sequence 1 to ~ to S(I) to S(II) 

to C on cooling. j.H(329.62. SrI) to N)=5-WO J·mol- I: j.5= 16.4 J. 
mol'-I·K- I. 

C 16H 28 (Iiq) 63GUD/CAM 
2-Ethylperhydrophenanthrene 
Heat Capacity 313 K, Cp =402.9 J. mol-I .. K- I 

Temperature range 313 to 483 K. 
Molecular Weight 220.3972 
Wiswesser Line Notation L B666 TJ E2 
Evaluation C 

C 16H2sBrN (c) 
10-Phenyldecylammoniuin bromide 
Phase Changes 
c,IIIIc,II 323 K. 

c,II/c,I 369 K. 

Molecular Weight 314.3079 
Wiswesser Line Notation ZIOR &EH 
Evaluation A 

C1IIHzsCIN (c) 
10-Phenyldecylammonium chloride 
Phase Changes 
e,IIIIc,II 357 K, 

c,II/c,I 368 K, 

Molecular Weight 269.8569 
Wiswesser Line Notation ZlOR &GH 
Evaluation A 

89VANIWHI 

flH= 14200 J ·mol- I 

6.5=5.3 J·mol- I. K- I 

6.H= 16000 J ·mol- I 

6.5=5.2 J·mol- I. K- I 

S9VANfWHI 

6.H= 17700 J ·mo!-I 

6.5=6.0 J ·mol- I. K- 1 

6.H =7200 J. mo!-I 

6.5=2.4 J·mol- I. K- 1 

(CI6H2808)0 (Jiq) 83SAN/CIO 
Diethylene glycol-trimethylolpropane-adipate polymer 
Heat Capacity 298.15 K, Cp =659J.mol- 1·K- 1 

Temperature range 273.15 to 323.15 K. C,.(kJ.kg-I.K- I) 
=0.016882T-3.143. 

Molecular Weight 348.3924 
Wiswesser Line Notation /*02020V4V01X2&lQ&10*/ 
Evaluation D 

Authors did not provide formula for repeating unit of polymer; we have 
assumed: diethylene glycol-adipate-trimethylolpropane, as repeating 
unit. 

C16H30 (Jig) 63GUD/CAM 
Cyclohexyl(isopropyIcyclohexyl)methane 

Heat Capacity 313 K, C,,=428.9 J·mo]-!· K- I 

Temperature range 313 to 483 K. 
Molecular Weight 222.4130 

Wiswesser Line Notation L6TJ AI- AL6TJ XYl&1 
Evaluation C 

C 16H30 Oiq) 63GUD/CAM 
1 J-DicycIohexylbutane 
Heat Capacity 3 13K, Cp =359.4 J·mol- I . K- I 

Temperature range 313 to 483 K. 
Molecular Weight 222.4130 
Wiswesser Line Notation L6TJ AY1&2- AL6TJ 
Evaluation C 
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C16H30Br2N2 (c,lI) 74BURNER 
1,2-B is(methyidiallylammonium)ethane dibromide 
Heat Capacity 298 K, Cp =465.3 J·mol-I·K- I 

Temperature range 273 to 373 K. 
Phase Changes 
c,I1/c,I 371 K, 

Temperature range 370 to 372 K. 
Molecular Weight 410.2344 

LlH=301O J'mol- I 

Ll5=8.1 J·mol-I·K- I 

Wiswesser Line Notation 1U2Kl&2Ul&2Kl&2Ul&2Ul E2 
EvalUation B 

78ADE 
Mercuric octanoate; Mercuric caprylate 
Heat Capacity 410 K, Cp =635.5 J·mol- I . K- I 

Temperature range 420 to 425 K. Mean value. Data graphically only for 
solid. 

Phase Changes 
clliq 387.2 K, 

Molecular Weight 487.0006 
Wiswesser Line Notation OV7 2 .HG 
Evaluation C 

C16H300 4Pb (c) 

Lead(II) n-octanoate 
Phase Changes 
c/liq 352.5 K, 

Crystal-smectic. 
liq/liq 356.2 K, 

Smectic-isomorphous. 
liq/liq 381.2 K, 

Isomorphous-liquid. 
Molecular Weight 493.6106 
Wiswesser Line Notation OV7 2 .PB 
Evaluation B 

C16H3Q04Zn (c) 
Zinc(II) n-octanoate 
Phase Changes 
c.llI/c.Il 
c.lllc,! 
c.Vliq 

373 K, 
379 K. 
413 K. 

Molecular Weight 351.7906 
\Viswesser Line Notation OV7 2 .ZN 
Evaluation B 

CI6H31Na02 (c) 
8-Sodium palmitate 
Heat Capacity 298.15 K. 

Temperature range 58 to 298 K. 

/1H=61500 J 'mol- I 

/15 = 158.8 J·mol- I . K- I 

76ADE/SIM 

/1H = 30000 J·mol- I 

/15=89 J·mol- I . K- I 

/1H=7900 J·mol- 1 

Ll5=24.7 J·mol- I . K- I 

LlH= 1200 J·mol- I 

LlS==3.1 J·mo!-I·K- 1 

78KONIRUF 

t:.H= 1400 J 'mol- I 

t:.H=9200 J·mol- I 

.1H=43000 J ·mol- I 

.15= \04 J·mol- I. K- I 

59WIRIDRO 

Entropy 298.15 K. 5=474.5 J ·mol- I. K- I 

Extrapolation below 50 K. 55.19J·mol- I·K- I. 
Molecular Weight 278..+095 
\Vi:'5we~~er Line Notation OV15 .NA 

Evaluation B 
Sample v,;ith 0.12 mol H20. Correction of 5.0 J. mol-I. K -I for H20 
gives 5 =469..+ J. mol-I. K -I for anhydrous salt. 
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C16H31Na02 (c) 59WIRlDRC 
w-Sodium palmitate 
Heat Capacity 298.15 K, Cp =495.0J.mol- I.K-1 

Temperature range 58 to 298 K. 
Entropy 298.15 K, 5=476.lJ·mol- l . K- I 

Extrapolation below 50 K, 53.76 J·mol- I . K- I. 
Molecular Weight 278.4095 
Wiswesser Line Notation OV15 .NA 
Evaluation B 

Sample with 0.017 mol H20. Correction of 0.8 J . mol-I. K- I for H2C 
give:s 3=475.3 J·mul- ' · K- I 

[Ul (1UhyUIUU~ ~i:lll. 

C16H31Na02·0.01H20 (c) 59WIRlDRC 
,B-Sodium palmitate 
Heat Capacity 298.15 K, Cp =462.8 J·mol- I. K- I 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 5=472.8 J·mol- I. K- I 

Molecular Weight 27~.5~96 
Wiswesser Line Notation OV15 .NA &QH 0.01 
Evaluation A 

C16H31Na02·0.409H20 (c) 59WIRlDRC 
,B-Sodium palmitate 
Heat Capacity 298.15 K, Cp =481.2 J·mol- I . K- I 

Temperature range 15 to 300 K. 
Entropy 298.15 K. 5=499.2J·mol- I·K- I 

Molecular Weight 285.7777 
Wiswesser Line Notation OV15 .NA &QH 0.409 
Evaluation A 

C16H31Na02·0.482H20 (c) 
€-Sodium palmitate 
Heat Capacity 298.15 K. 

Temperature range 60 to 300 K. 

59WIRIDRO 

Entropy 298.15 K. 5=500.8 J·mol- I. K- I 

Extrapolation below 50 K, 58.12 I·mol- I. K- I . 

Molecular Weight 287.0928 
Wiswesser Line Notation OV15 .NA &QH 0.482 
Evaluation A 

C16H31Na02·0.715H20 (c) 59WIRIDRO 
€-Sodium palmitate 
Heat Capacity 298.15 K, Cp =501.7 J·mol-1·K- 1 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 5=518.4J·mol- I·K- 1 

Molecular Weight 291.2904 
Wiswesser Line Notation OVI5 .NA &QH 0.715 
Evaluation A 

C16H3102TI (c) 
Thallium hexadecanoate 
Phase Changes 
liq/liq 450 K, 

Mesophase-isotropic. 
c,lI/c,I 327 K, 

c'IIliq 390 K. 

Solid-mesophase. 
Molecular Weight 459.7897 
Wiswesser Line Notation OV15 .TL 
Evaluation B 

76MEIISEY 

LlH= 1381 J·mol- I 

/15=3.05 J·mol- I. K- I 

6.H= 10878 J·mol- I 

/15=33.5 J·mol- I. K- I 

6.H=8786 J'mol- I 

.15=22.2 J·mol- I. K- I 
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C I6H32 Oiq) 
I-Hexadecene 
Heat Capacity 298.15 K, 

Temperature range 11 to 360 K. 
Entropy 298.15 K, 

Does not include So. 
Phase Changes 
C/liq 277.51 K, 

Molecular Weight 224.4288 
Wiswesser Line Notation 15U 1 
Evaluation A 

CI6H32 (Jiq) 
1-Hexadecene 
Heat Capacity 298.15 K, 

Temperature range 10 to 400 K. 
Entropy 298.15 K, 
Phase Changes 
c,I1I1c,I1 
c,II/c,! 

c,Vliq 

217.7 K, 
249.2 K, 

277.396 K, 

Molecular Weight 224.4288 
Wiswesser Line Notation 15U 1 
Evaluation A 

C I6H32 (Jiq) 
n-Decy lcyclohexane 
Heat Capacity 298.15 K, 

Temperature range 10 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
c/lig 271.43 K, 

Molecular Weight 224.4288 
Wiswesser Line Notation L6TJ A I 0 
Evaluation A 

Hexadecanoic acid; Palmitic acid 

57MCCIFIN2 

5=587.90 J·mol- I
. K- I 

dH=30192 J·mol- I 

d5= 108.80 J·mol- I. K- I 

90MEsrrOD 

5=613.88 J ·mol- I. K- I 

dH=O.OJ·mor- 1 

dH=3869.57 J·mol- I 

d5= 15.53 J·mo)-l. K- I 

dH=30099.36 J'mol- 1 

d5=108.51 J·mor-I·K- J 

65FIN/MES 

Cp =452.25 J·mol-- I. K- I 

5=540.15 J·mol- I. K- I 

dH=38597 J·mol- I 

d5= 142.20 J ·mol- I. K- I 

25PARIKEL 

Heat Capacity 292.5 K, Cp =462.3 j·mol- I. K- 1 

Temperature range 88 to 293 K. Value is un smoothed experimental 
datum. 

Entropy 298.1 K, 5 =543.5 J. mol-I. K- J 

Extrapolation below 90 K. 214.2 J . mol- J • K - J • 

Molecular Weight 256.4276 
Wiswesser Line Notation QV 15 
Evaluation B(C p ),C(S) 

CI6H3202 (c) 
Hexadecanoic acid; Palmitic acid 

29PARIKEL 

Entropy 298.1 K. 5=475.7 J·mol- J
• K- J 

Extrapolation below 90 K. 146.4j·mol- I ·K-- J
• Revision of previous 

data. 
Molecular Weight 256.+276 
Wiswesser Line :"Iotation QV I 5 
Evaluation C 

52WARlSIN 
Hexadecanoic acid; Palmitic acid 
Heat Capacity 298 K, Cp =448 j ·mol- I. K- I 

Temperature range 183 to 365 K. Three temperatures, each for solid and 
liquid and equations. C form. 

Entropy 298.6 K, 5=438.65 J·mol- I. K- I 

Extrapolation below 90 K, 106.7 J·mol-I·K- I. 
Phase Changes 
clliq 335.73 K, 

Molecular Weight 256.4276 
Wiswesser Line Notation QV 15 
Evaluation lCB(Cp )'C(S) 

C16H3202 (c) 
Hexadecanoic acid; Palmitic acid 
Heat Capacity 29R.15 K. 

Temperature range 15 to 302 K. 
Entropy 298.15 K, 
Molecular Weight 256.4276 
Wiswesser Line Notation QV15 
Evaluation A 

C U;H3ZO Z (c) 

Hexadecanoic acid; Palmitic acid 
Heat Capacity 373 K, 

One temperature. 
Phase Changes 
clliq 336 K, 

Molecular Weight 256.4276 
Wiswesser Line Notation QV15 
Evaluation C 

CI6H3202 (c) 
Hexadecanoic acid; Palmitic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 345 K. 
Phase Changes 
c,IIlig 335.66 K, 

Molecular Weight 256.4276 
Wiswesser Line Notation QV 15 

Evaluation B 

CI6Hj~ (Iiq) 

2,2,4,4,6,8,8·Heptamethylnonane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 226.4446 

dH=54894 J 'mol- J 

d5=163.5 J·mol-I·K- J 

56WIRIDRO 

5=452.37 J·mol- I . K- 1 

67PAC 

dH=54935 J·mol- I 

d5=163.5 J·mol-I·K- 1 

82SCHlMIL2 

Cp =463.36 J.mol- J
• K- 1 

dH=5371l J·mol- J 

d5= 160.02 J·mol- I . K- 1 

88COSIHUU 

Wiswesser Line Notation lXl&1&IXI&I&IYl&IX1&1&1 
Evaluation B 

CJ6H34 (lig) 
2.2,4,4,6,8,8-Heptamethylnonane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 226.4446 

88PERIAIC 

Wiswesser Line Notation lXI&I&IXI&I&IY1&IXI&I&1 
Evaluation A 
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49PARIMOO 
n-Hexadecane; Cetane 
Heat Capacity 298.15 K, C p=504.2 J.mol- I • K- 1 

Temperature range 80 to 300 K. 
Entropy 298.15 K, S'='626.8 J·mol- I. K- I 

Extrapolation below 80 K., 116.61·mol- l . K- I . 

Phase Changes 
clliq 291.1 K. 

Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B(Cp)'C(S) 

C16H34 (Iiq) 
n-Hexadecane; Cetane 
Heat Capacity 298.15 K, 

Temperature range 12 to 320 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 291.34 K, 

Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation A 

Cl(;H34 (liq) 
n-Hexadecane; Cetane 
Heat Capacity 311 K, 

Temperature l:ange 100, 200, 300 OF. 

Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation C 

C16H34 (\iq) 

n-Hexadecane; Cetane 
Heat Capacity 298.15 K, 

Ow::· lCllI\Jcnltun;::. 

Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation A 

C16H34 (Jiq) 
n-Hexadecane; Cetane 
Heat Capacity 298,15 K, 

Temperamre range 300 lu 324 K. 

Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation A 

n-Hexadecane: Cetane 

LlH=51543 J·mol- I 

LlS=177.1 J·mol-I·K- 1 

54FIN/GR02 

Cp =50l.45 J.mol- I . K- t 

AH=53359 J'mol- 1 

LlS=183.15 I·mol- t • K- 1 

62GOLIBEL 

73KALIWOY 

74DINREN 

74PETrrER 

Heat Capacity 297.79 K, C r =499 J. mol-I. K- 1 

Temperature range 297 to 471 K, Value is unsmoothed experimental 
datum. 

Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
E,'aluation B 

C 16H 3.l Iliq) 
n-Hexadecane: Cetane 
Heat Capacit.r 298.15 K. 

One temperature. 
MQlecular Weight 226..+446 
Wiswesser Line Notation 16H 
Evaluation B 
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81GROfING 

C16H34 (1iq) 82ZAF 
n-Hexadecane; Cetane 
Heat Capacity 298 K, Cp =498.3 J·mol- I • K- 1 

Temperature range 298, 323, 363 K. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B 

C16H34 (Jiq) 85LAIJROt 
n-Hexadecane; Cetane \, 
Heat Capacity 298.15 K, Cp =496.45 J·mol-1·K- 1 

One temperature. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B 

C16H34 Oiq) 
n-Hexadecane; Cetane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B 

C16H34 (liq) 
n-Hexadecane; Cetane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight '226.4446 

Wiswesser Line Notation 16H 
Evaluation B 

C16H 34 (liq) 
n-Hexadecane; Cetane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B 

C16H34 (liq) 
n-Hexadecane: Cetane 
Heat Capacity 298.15 K. 

One temperature. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B 

C16H 34 (liq) 

n-Hexadecane; Cetane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B 

C'6HJ4 (jiq) 
n-Hexadecane; Cetane 
Heat Capacity 298. 15 K, 

One temperature. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation A 

86TARJAlC 

86WILILAJ 

88ANDIPA1 

88COSIHUL 

88PERlAlC 

89LAIIRO[ 

Cp =497.16 ] ·mol- I . K- 1 
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91BAN/GAR 
n-Hexadecane; Cetane 
Heat Capacity 313.15 K,'p~512.37 J ·mol- I

• K- 1 

Temperature range 313 to 373 K. p=O.l MPa. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B 

C16H34 (Jiq) 
n-Hexadecane; Cetane 
Phase Changes 
c/liq 292.1 K, 
Molecular Weight 226.4446 
Wiswesser Line Notation l6H 
Evaluation A 

Cl/in'll! (liq) 
n-Hexadecane; Cetane 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 226.4446 
Wiswesser Line Notation 16H 
Evaluation B 

C16H3.jO (c) 
n-Cetyl alcohol; l-Hexadecanol 
Phase Changes 
c/liq 320 K, 

Molecular Weight 242.4440 
Wiswesser Line Notation Q 16 
Evaluation C 

CI6H3.jO (c) 
n-Cetyl alcohol; I-Hexadecanol 
Heat Capacity 290 K 

Temperature range 80 to 290 K. 

91CLAJLET 

A.H=47545 J·mol- I 

91TRE/COS 

Cp~499.72 J·mol- I . K- I 

1889EYK 

A.H = 34727 J·mol- t 

.:lS=108.5Jrnol- 1 K- I 

56PARIKEN 

Entropy 298.1 K S=451.9J·mol- I·K- 1 

Extrapolation below 80 K, 115.3 J ·mol- I . K- I . 

Molecular Weight 242.4440 
Wiswesser Line Notiition Q 16 
Evaluation B(Cp)'C(S) 

C 16H 3.jO (L) 

n-Cetyl alcohol; I-Hexadecanol 
Heat Capacity 298.15 K 

Temperature range 293 to 311 K. 
Phase Changes 
c. 'lIe. a: 322.2 K. 

e.y/liq 322.2 K. 

e.a/Jiq 322.3 K. 

Molecular Weight 242.4440 
\Vi"wp""pr r .inf' NotMion Q 1 f, 

Evaluation B 

C'6H3.jO Oiq) 
n-Cetyl alcohol: I-Hexadeeanol 
Heat Capacity 323 K. 

Temperature range 323 to 346 K. 
Molecular Weight 242.4440 
\Viswesser Line Notation Q 16 
Evaluation B 

74MOS/MOU 

~H=23700 J ·mo!-I 
J.S:::=73.6 J ·mol- I. K-' I 

J.H =58380 J -mo\-I 
.lS-181.1 J-mol- I K- I 

:.lH=33600 J -mol- I 

J.S == 10 .. U J -mol-I. K- I 

74MOS/MOU 

C16H 340 (c) 
n-Cetyl alcohol; I-Hexadecanol 
Phase Changes 
c,lII/c,II 308.9 K, 

c,lIIc,! 310.4 K, 

Molecular Weight 242.4440 
Wiswesser Line Notation Q16 
Evaluation A 

C16H340 (liq) 
n-Cetyl alcohol; 1-Hexadecanol 
Heat Capacity 333.15 K, 

Temperature range 333 to 583 K. 
Molecular Weight 242.4440 
Wiswesser Line Notation Q16 
Evaluation B 

88PETITSY 

ilH=12500 J·mol- I 

A.S=40.4 J ·mol- I • K- 1 

A.H=5200 J·mol- I 

A.S= 16.8 J ·mol- I . K-I 

89KHNZYK 

C16H34S (Iiq) R?TTITIGAB 
I-Hexadecanethiol; n-Hexadecyl mercaptan 
Heat Capacity 300K, Cp =574.22J·mol- I .K- 1 

Temperature range 273 to 373 K. C,,=553.16+4.153X 1O-2T 
+9.560X 1O-5T2

. 

Molecular Weight 258.5046 
Wiswesser Line Notation SH16 
Evaluation B 

C16H3SN (liq) 87MILIFEN 
N,N-Dimethyl-2-pentylnonylamine 
Heat Capacity 323.15 K. ('p=<;:n9R I.mol- I . K-I 

Temperature range 323.15 to 423.15 K. 
Molecular Weight 241.4592 
Wiswesser Line Notation 7Y5&INl&1 
Evaluation A 

C16H3SN (liq) 
Oi_n_()rtyl:lminE' 

Heat Capacity 
One temperature. 

298.15 K, 

Molecular Weight 241.4592 
Wiswesser Line Notation RMR 
Evaluation A 

93STE/CHI2 

C,,=507.2 J-mol- I . K- I 

C'6H36BrN (e) 73VIS/SOM 
Tetra-n-butylammonium bromide 
Heat Capacity 298.15 K Cp =412J.mo\-I.K- 1 

Temperature range 278 to 328 K. 
l\:loJecuJar Weight 322.3711 

Wis\,,'esser Line Notation 4K4&4&4 E 
Ev~uation B 
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CI6H36BrN (c,III) 
Tetra-n-butylammonium bromide 
Heat Capacity 298 K, 

Temperature range 273 to 373 K. 
Phase Changes 

74BURIVER 

Cp =447.8 J·mol- I. K- I 

c,lV/c , III 293 K, !Y.H=67 ]·mol- I 

!y'S=0.2 J·mol- I. K- I 

Temperature range 293 to 295 K. !Y.H maximum value. 
c,IIVc,II 367 K, !y'H= 1630 ]·mol- I 

!y'S=4.4 J·mol- I. K- I 

Temperature range 366.U to 36Y K. 
c,IVc,l 383 K, 

Temperature range 382 to 383.5 K. 
clliq 395 K, 

Molecular Weight 322.3711 
Wiswesser Line Notation 4K4&4&4 E 
Evaluation D 

Di-n-octylammonium chloride 

!Y.H=335 ]·mol- I 

!Y.S=0.9 ]·mol- I. K- I 

!Y.H= 16150 J·mol- I 

!Y.S=40.89 J ·mol- I . K- I 

88VANIWHI 

Heat Capacity 298.24 K, Cp =550.2J·mol- I.K- 1 

Temperature range 25 to 350 K. Un smoothed experimental datum. 
Phase Changes 
c,lIfc,l 297.70 K, !Y.H=33610 J ·mol- 1 

!Y.S=112.97 J·mol-I·K- I 

Molecular Weight 277.9201 
Wiswesser Line Notation 8M8 &GH 
Evaluation A 

C16H36N4 (c) 87KULIKIP 
cis-(5,12)-7,7, 14, 14-Hexamethyl-l,4,8, I1-tetraazacyclotetradecane 
Ht:at Cal'adty 298.15 K, C p -444.9 ]·lIIu!-I. K- 1 

Temperature range 0 to 330 K. 
Entropy 298.15 K, 5=443.1 J·mol-1·K-1 

Molecular Weight 284.4872 
Wiswesser Line Notation L14N DN HN KNTJ El Gl GI L1 Nl Nl 
Evaluation A 

Cl6H3604Si (liq) 85NKVCHA 
Tetrabutyl silicate; Butyl silicate 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 320.5435 
Wiswesser Line Notation 40-SI-04&04&04 
Evaluation B 

79SAM/GRI 
Tetrabutoxy~itanium 

Heat Capacity 353 K, 

Temperature range 333 to 453 K. 
Molecular Weie:ht 340.3580 
Wiswesser Line Notation 40-TI-04&04&04 
Evaluation C 

C16H38Br2N2 (c.II) 74BURIVER 
lA-Bis(triethylammonium)butane dibromide 
Heat Capacity 298 K. Cp =462.3J.mol- I.K- 1 

Temperature range 273 to 373 K. 
Phase Changes 

c.IIIe.I 518 K, 

Temperature range 503 to 530 K. 
Molecular Weight 418.2976 

~H=50200 J·mol- I 

.l5=96.9 J·mol- I . K- I 

Wiswesser Line Notation 2K2&2&4K2&2&2 E 2 
Evaluation B 
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C16H40CdCI4N2 (c) 
Bis-octylammonium tetrachlorocadmium 
Phase Changes 
c,IIVc,II 269 K, 

c,II/c,! 308 K, 

Molecular Weight 514.7274 

85R1C/CA 

!Y.H= 14500 ]·mol- I 

!Y.S=54 J·mol- I . K- I 

!Y.H=5l00 J'mol- I 

!y'S=16.7 J·mol- I. K- I 

Wiswesser Line Notation -8-ZH 2 .CD G4 
Evaluation B 

Cl6H4oCl4N2Ni (d) 79LANIWE 
Bis-(tetraethylammonium) tetrachloronickelate 
Heat Capacity 298.15 K, Cp =634.3 J·mol- I. K- I 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
dIVc,l 222.4 K, 

S=775.42 J ·mol- I. K- I 

dH=8732 J'mol- ' 
!Y.S=38.32 J·mol- I. K- I 

Two transitions, c,IIIIc,1l at 222.1 K and e,lIlc,l at 222.7 K. !Y.H an 
d S are the sum of the two transitions. 

Molecular Weight 461.0174 
Wiswesser Line Notation 2K2&2&2 2 NI G4 
Evaluation A 

C16H40Cl4N2Zn (c,l) 79LANIWE~ 
B is-( tetraethylammonium) tetraehlorozineate 
Heat Capacity 298.15 K, Cp =640.2 J·mol- I. K- I 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
e,IIVc,I 228.4 K, 

S=759.48 ]·mol- I. K- I 

!Y.H=9556 J·mol- 1 

1105'=41.67 J·mol I'K- 1 

Two transitions, e,IIIIc,II at 227.9 K and c,lIfe,l at 228.9 K. dH an( 
!Y.5 are the sum of the two transitions. 

Molecular Weight 467.6974 
Wiswesser Line Notation 2K2&2&2 2 ZN G4 
Evaluation A 

C16H40D4Si4 (liq) 
Octaethyleyclotetrasiloxane 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
e,IIVe,II 134 K 
e,IUcJ 208.16 K, 

c,I1liq 213.35 K, 

Molecular Weight 352.8972 

~71JZHlKUI 

S=909.3 J·mo\-l. K- l 

I:::.H= 12219 ]·mol- I 

dS=58.69 ]·mol- I . K- I 

!Y.H= 13705 ]·mol- I 

1:::.5=64.38 J ·mol- I
• K- 1 

\Vbwesser Line Notation TS-SI-O-SI-O-SI-O-SI- OT] A2 A2 C2 C2 E: 

E2 G2 G2 
Evaluation A 

C17H60 7 (e) 73KARlMO( 
Bis-(3-phthalyl anhydride) ketone 
Heat Capacity 300 K, 

Temperatule range 20 to 300 K. 

Entropy 300 K. 5=350.2 J ·mol- I
. K- I 

Molecular Weight 322.2302 
Wiswesser Line Notation T56 BVOVJ GV- GT56 BVOVJ 
Evaluation A 
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C I7HJ2 (c) 
1.2-Benzofluorene 
Phase Changes 
c.IVc.I 
clliq 

399.9 K. 
462.8 K. 

Molecular Weight 216.2818 

79FARISHA 

LlH=3800 j·mol- 1 

LlH= 18400 J 'mol- l 

LlS=39.7 I·mol- I. K- 1 

Wiswesser Line Notation L D6 B566 CHJ 
Evaluation B 

C1,H12 (c) 
2.3-Benzofluorene 
Phase Changes 
clliq 489.7 K, 

Molecular Weight 216.2818 

79FARISHA 

LlH = 23400 J ·mol- I 

LlS=47.8 J·mol- I • K- 1 

Wiswesser Line Notation L D6 B656 LHJ 
Evaluation B 

C 17H 1 .. F",O (r) RlTOMICUR 
Benzoylferrocene 
Heat Capacity 298 K, Cp =387.9 I·mol- I • K- 1 

Temperature range 293 to 363 K. Equation given. 
Phase Changes 
c/Jiq 384.2 K 
Molecular Weight 290.1440 
WiswesSer Line Notation L5¢J ¢-FE- -¢L5¢J AVR 
Evaluation B 

C17H14N202 (c) 
2.2-B is-( 4-cyanatophenyl)propane 
Heat Capacity 298.15 K, 

Temperature range 0 to 420 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 355.83 K. 

Molecular Weight 278.3098 

75LEB/ARO 

S=391.2 J·mol- I
. K- I 

AH == 26694 J . mol- I 

LlS==74.89 J·mol- I . K- I 

Wiswesser Line Notation ONCR DXI&I&R DCNO 
Evaluation A 

C17Hl",NzOz (c) 
2,2-Bis-(4-cyanatophenyl)propane 

771 J=<:RIR A R4 

Heat Capacity 300 K. Cp =360J.mo!-I·K- 1 

Temperature range 13 to 400 K. Data given graphically. Value estimated 
from graph. 

Phase Changes 
c/liq 355.8 K, 

Molecular Weight 278.3078 

AH=26700 J·mol- I 

AS=74.9 J ·mol- I • K- 1 

Wiswesser Line Notation ONCR DX I & I &R DC NO 
Evaluation C(C p ); A(Phase changes) 

(Cl,HI4N202)n (amorph) 75LEB/ARO 
Poly[2,2-bis-( 4-phenoxypropane)] 2,4,6-triazine; Polycyanate 
Heat Capacity 298.15 K, C,,=326.8 J·mol- I

• K- 1 

Temperature range 0 to 420 K. 
Entropy 298.15 K, S=325.9J·mol- J ·K- 1 

Molecular Weight 278.3098 
Wiswesser Line Notation T6N CN ENI BOR& DXl&I&RO* DOR& 
DXl&I&RO* EOR& DXl&J&RO*1 1/3 
Evaluation A 

C17H20CI2N2S (c) 83CHAIMAS 
Chlorpromazine hydrochloride; 
2-Chloro-9-(3-dimethylaminopropyl)-1 O-phenothiazine hydrochloride 
Phase Changes 
c/liq 467.2 K, 

Molecular Weight 355.330.5 

LlH=2842o. J'mol- l 

LlS =60.8 J ·mol- J • K- 1 

Wiswesser Line Notation T C666 BN IS] B3Nl&1 FG &GH 
Evaluation C 

(Pre-melting began at 461.7 K). 

C17H 30 (liq) 62GOLIBEL 
Cyclopentylbicyclohexyl 
Heat Capacity 311 K, C p =430.5 J. mol-I. K- J 

Temperature range 100,200, 300. oF. 
Molecular Weight 234.4240. 
Wiswesser Line Notation L6TJ A- AL6TJ X- AL5TJ 
Evaluation C 

Cl7H3Q (Iiq) 63GUD/CAM 
Cyclopentylbicyclohexyl 
Heat Capacity 313 K, Cp =433.5 J ·mol- l • K- 1 

Temperature range 313 to 483 K. 
Molecular Weight 234.4240. 
Wiswesser Line Notation L6TJ A- AL6TJ X- AL5TJ 
Evaluation C 

C17H32 (liq) 63GUD/CAM 
Bis(ethylcyclohexyl)methane 
Heat Capacity 313 K, Cp =466.1 J·mol-1·K- 1 

Temperature range 313 to 483 K. 
Molecular Weight 236.4398 
Wiswesser Line Notation L6TJ A2 Xl- AL6TJ X2 
Evaluation C 

C1,H32 (liq) 63GUD/CAM 
l-Cyclohexyl-I-isopropylcyc1ohexylethane 
Hp!1t f'llIUIl'ity ?, n K, C 1'=439.3 J .mol- I . K-J 

Temperature range 313 to 583 K. 
Molecular Weight 236.4398 
Wiswesser Line Notation L6TJ AYI&- AL6TJ XYl&l 
Evaluation C 

C17H3402 (c) 36Kl~/GAR 
Methyl hexadecanoate; Methyl palmitate 
Phase Changes 
clliq 302.2 K, LlH = 14971 J. mo[-I 
Molecular Weight 270..4544 
Wi!>w£'!i1!i1£'r Lin!,> Notlltion 1 "iVO I 

Evaluation B 

C 1,H340 2 (c) 56WIRIDRO 

Methyl hexadecanoate; Methyl palmjtate 
Heat Capacity 298.15 K, Cp =474.47 J·mol-I·K- 1 

Temperature range 15 to 297 K. 
Entropy 298.15 K, S=495.09J·mol- I·K- 1 

Molecular Weight 270.4544 
Wiswesser Line Notation ISVO 1 
Evaluation A 
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C17H340 Z (c) 
Heptadecanoic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 350 K. 
Phase Changes 
c,II/c,I 329.2 K, 

c,I1liq 334.25 K, 

Molecular Weight 270.4544 
Wiswesser Line Notation QV16 
Evaluation A 

C17H340 4 (c) 
2-Monomyristin 
Heat Capacity 

One temperature. 
298 K, 

Molecular weight 302.4532 

Wiswesser Line Notation QIYIQOV13 
Evaluation B 

82SCHIMIL 

tlH=7435 J·mol- I 

tlS=22.59 J·mol- I . K- I 

tlH=51342 J'mol- I 

tlS= 153.60 J·mol- I. K- I 

65SILIDAU 

C17H340 4 (c) 65SILIDAU 
I-Monomyristin 
Heat Capacity 298 K, Cp=520.1 J·mol-I·K- I 

One temperature. f3L form. 
Molecular Weight 302.4532 
Wiswesser Line Notation QIYQI0V13 
Evaluation B 

C17H36 (liq) 
n-Heptadecane 
Phase Changes 
c,IIIc,I 283.65 K 
c,I1Jiq 294.85 K 
Molecular Weight 240.4714 
Wiswesser Line Notation 17H 
Evaluation B 

C17H36 (liq) 
n-Heptadecane 
Heat Capacity 298.15 K, 

Temperature range 12 to 380 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 284.27 K, 

c,I/liq 295.14K, 

Molecular Weight 240.4714 
Wiswesser Line Notation 17H 
t;valuation A 

CI7H360 (liq) 
I-Heptadecanol: n-Heptadecyl alcohol 
Heat Capacity 333.15 K, 

Temperature range 333 to 583 K. 
Molecular Weight 256.4708 
Wiswesser Line Notation Q 17 
Evaluation B 

55SCHIBUS 

67MES/GUT 

S=652.24 J·mol- I . K- I 

tlH= 10942 J·moJ- 1 

tlS=38.50 J·mol- I . K- I 

tlH=40164 J ·mol- 1 

tlS= 136.08 J·mol- I . K- I 

89KHAlZYK 

Cp =649.6 J ·mol- I . K- I 
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C17H.wBrzNz (c,II) 74BURlVEJ 
1,5-Bis( triethylammonium)pentane dibrornide 
Heat Capacity 298 K, Cp =493.7 J·mol-I·K- I 

Temperature range 273 to 373 K. 
Phase Changes 
c,II/c,I 465 K, 

Temperature range 458 to 471 K. 
Molecular Weight 432.3244 

tlH=24480 J·mol- I 

tlS=52.6 J·mol- I. K- I 

Wiswesser Line Notation 2K2&2&5K2&2&2 E 2 
Evaluation B 

C1sD14 (c,I) 
p-Terphenyl-d l4 

Phase Changes 
c,II/c,I 178.8 K, 

Molecular Weight :244.31)54 

79CAIIDW( 

tlH=193 J·mol- I 

tlS= 1.08 J ·mol- I. K- I 

Wiswesser Line Notation RR DR &IB-F/2BCEF/5B-F/H-2 14 
Evaluation C 

C1sD14 (c,I) 
p-Terphenyl-dI4 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,II/c,I 180.3 K, 

Lambda-type transition. 
Molecular Weight 244.3954 

88SAIIATA: 

S=315.23 J·mol- I. K- I 

tlH=288 J'mol- I 

tlS= 1.63 J·mol- I . K- I 

Wiswesser Line Notation RR DR &IB-FI2BCEF/5B-F/H-2 14 
Evaluation A 

ClsHllN307 (c) 
Acenaphthene picric acid 
Phase Changes 
c/liq 436.3 K, 

Molecular Weight 381.3008 

79FARlSHP 

tlH=36000 J ·mol- I 

tlS=82:S J·mol- I • K- I 

Wiswesser Line Notation-L566 lA LT&&J &WNR BQ CNW ENW 
Evaluation B 

C1sH12 (c) SOUEB/ORl 
Benzanthrene 
Heat Capacity 298.15 K, Cp =273.6J.mol- I .K- 1 

Temperature range 293 to 368 K. Equation only. 
Molecular Weight 228.2928 
Wiswesser Line Notation L C6666 lA Q IRJ 
Evaluation C 

C1sH 12 (c) 
TriphenyJene; 9,1 O-Benzophenanthrene 
Heat Capacity 298.15 K, 

Temperature range 5 to 514 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 471.01 K, 

Molecular Weight 228.2928 
Wiswesser Line Notation L B6 H666J 
Evaluation A 

71WON/wE~ 

S=254.68 J·mol- I . K- I 

tlH=24744 J·moJ- 1 

tlS=52.53 J·mol- I . K- I 
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C1sH12 (c) 80WONIWES 
Naphthacene 
Heat Capacity 298.15 K, Cp =236.6J.mol- I .K- 1 

Temperature range 5 to 350 K. 
Entropy 298.15 K, S=215.4J·mol- I ·K- 1 

Molecular Weight 228.2928 
Wiswesser Line Notation L C6666J 
Evaluation A 

ClsH12 (c) 92SABlELW3 
Triphenylene; 9,10-Benzophenanthrene 
Phase Changes 
clliq 471.06 K, IlH=24190 J ·mol- I 

Molecular Weight 228.2928 
Wiswesser Line Notation L B6 H666J 
Evaluation A 

ClsH12N406 (c) 
Carbazole-l,3,5-trinitrobenzene adduct 

80RADIRAD 

Heat Capacity 298.15 K, C,,=404.8J·mol- I .K-1 

Temperature range 180 to 430 K. Data given graphically. Cp calculated 
from equation. 

Phase Changes 
c,I/liq 477.5 K, 

Molecular Weight 380.3160 

IlH=43702 J ·mol- I 

IlS=91.52 J·mol- I . K- I 

Wiswesser Line Notation T B656 HMJ & WNR CNW ENW 
Evaluation B 

C1sHl4 (c) nCHAlBES 
0-Terphenyl 
Heat Capacity 298.15 K, Cp =274.75 J·mol- I

. K- I 

Temperature range 2 to 350 K. Also data for annealed and quenched 
glass. 

Entropy 298.15 K, S=298.81 J·mol-I·K- I 

Phase Changes 
C/liq 329.35 K, 

Molecular Weight 230.3086 
Wiswesser Line Notation RR BR 
Evaluation A 

IlH= 17192 J ·mol- I 

IlS=52.20 J ·mol- ' · K- I 

CIsH14 (liq) 72CHAIBES 
0-Terphenyl 
Heat Capacity 298.15 K, Cp =369.05 J ·mol- I. K- I 

Temperature range 250 to 360 K. Supercooled liquid below Tm 329.35 
K. 

Entropy' 298.15 K, 
Molecular Weight 230.3086 
Wiswesser Line Notation RR BR 
Evaluation A 

CIsHl" Oiq) 
m-Terphenyl 
Heat Capacity 370 K. 

Temperature range 200 to 600 oF. 
Molecular Weight 230.3086 
Wiswesser Line Notation RR CR 
Evaluation B 

58WALIBRO 

C1sH14 (c,l) 79CAIIDWO 
p-Terphenyl 
Heat Capacity 

C p data not given. 
Phase Changes 

Temperature range 10 to 300 K. 
c,lIIc,1 193.3 K, IlH=95 J'mol- I 

IlS=0.49 J·mol- I. K- I 

Obtained T= 191.0 K, IlS =0.45 J. mol-I, from DSC data. 
Molecular Weight 230.3086 
Wiswesser Line Notation RR DR 
Evaluation C 

C1sH14 (c) 
p-Terphenyl 
Phase Changes 
c/liq 486.3 K, 

Molecular Weight 230.3086 
Wiswesser Line Notation RR DR 
Evaluation A 

IlH=35500 J·mol- I 

1l5=73.0 J·mol- I
. K- I 

79SMI 

C1sH14 (c) 
p-Terphenyl 

82WASIRAD 

Heat Capacity 300 K, Cp=260 J·mol- ' · K- ' 
Temperature range 180 to 500 K. Data given graphically. Value 
estimated from graph. 

Phase Changes 
c,lIIc,! 
c/liq 

400 to 493.1 K 
493.1 K, 

Molecular Weight 230.3086 
Wiswesser Line Notation RR DR 

IlH=41600 J·mol- I 

IlS=84.4 J·mol- I. K- I 

Evaluation D(Cp ), B(Phase changes) 

ClsHl4 (c) 83CHA 
p-Terphenyl 
Heat Capacity 298.15 K, C p = 278.68 J. mol-I. K- I 

Temperature range 4 to 580 K. Cp =35.12+0.58825T 
+0.0010062T2 -8.042x 1O- 7T3 from 80 to 300 K. 

Entropy }98.15 K, 5=285.62 J·mol- I. K- I 

Phase Changes 
c,lIIc,1 193.55 K 

Lambda transitIOn. 
C/liq 487.0 K, 

Molecular Weight 230.3086 
Wiswesser Line Notation RR DR 
Evaluation A 

ClsHl4 (c,l) 
p-Terphenyl 
Heat Capacity 298.15 K, 

Temperature range 5 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,lIlc,! 193.5 K, 

Lambda-type transition. 
Molecular Weight 230.3086 
Wiswesser Line Notation RR DR 
Evaluation A 

IlH=35300 J·mol- I 

1l5=72.5 J ·mol- I. K- I 

88SAIIATA2 

5=285.23 J·mal- I
• K- I 

IlH=304 J ·mal- I 

1l5= 1.63 J·mol- I. K- I 
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C 1sH1SAs (e) 31SMIIAND2 
Triphenylarsine 
Heat Capacity 298.5 K, Cp =321.3 J ·mol- I. K- I 

Temperature range 102 to 311 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 306.2381 
Wbwcsser Line Nutatiun R-AS-R&R 

Evaluation B 

C 1sH 1SBi (e) 31SMIIAND2 
Triphenylbismuthine; Bismuth triphenyl 
Heat Capacity 298.5 K, C p =328.4 J·mol- I. K- I 

Temperature range 102 to 323 K. 
Molecular Weight 440.2969 
Wiswesser Line Notation R-BI-R&R 
Evaluation B 

C 1sH 1SBi (e) 79STE 
Triphenylbismuthine; Bismuth triphenyl 
Heat Capacity 298.15 K, Cp =330.2 J·mol- I. K- 1 

One temperature. 
Molecular Weight 440.2969 

Wiswesser Line Notation R-BI-R&R 
Evaluation B 

C1sH1SCISi (e) 68KOS/MOS 
Triphenylchlorosilane 
Heat Capacity 298.15 K, J. mol-I. K- I 

T~mp~mtllr~ r:lng~ I? ':\Q to ':\86 Q':\ K 

Entropy 298.15 K, S=370.0 J·mol- I. K- I 

Phase Changes 
e/liq 370.6 K, t1H=26878 j·mol- I 

t1S=72.53 j·mol- I . K- I 

Molecular Weight 294.8550 
Wiswesser Line Notation G-SI-R&R&R 
Evaluation A 

C 1sH 1SN (e) 31SMIIAND2 
Triphenylamine 
Heat Capacity 298.5 K, Cp =297.5 J·mol- I • K- 1 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 245.3232 
Wiswesser Line Notation RNR&R 
Evaluation B 

C1sH1SOP (e) 77HARIHEA 
Triphenylphosphine oxide 
Heat Capacity 298.l5 K, Cp =317 J·mol-I·K- I 

One temperature. C p given as 1.14 J . K -I. 
Molecular Weight 278.2897 
Wiswesser Line Notation OPR&R&R 
Evaluation B 

C1sH1SOP (c) 
Triphenylphosphine oxide 
Heat Capacity 298 K, 

One temperature. 
Phase Changes 
elliq 429 K, 

Molecular Weight 278.2897 
Wiswesser Line Notation OPR&R&R 
Evaluation C 

78JORIAIR 

..lH=23800 J 'mol- I 

t1S=95.6 j·mol- I. K- I 
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C1sH 1SOP (e) 

Triphenylphosphine oxide 
Phase Changes 
elliq 431.9 K, 

Molecular Weight 278.2897 
Wiswesser Line Nutat.lun OPR&R&R 

Evaluation A 

C1sH1SOP (e) 

Triphenylphosphine oxide 
Heat Capacity 314 K, 

Temperature range 339 to 459K. 
Phase Changes 

88KIRIDm 

t1H=24220 j·mol- I 

t1S=56.08 J·mol- I, K- 1 

89HULNM 

clliq 429.6 K. t1H=23400 j·mol- I 

Molecular Weight 278.2897 
Wiswesser Line Notation OPR&R&R 
Evaluation B 

ClsHlS04P (e) 
Triphenylphosphate 
Heat Capacity 300 K, 

Temperature range 12 to 340 K. 
Entropy 300 K. 
Phase Changes 
elliq 322.55 K, 

Molecular Weight 326.2879 
Wiswesser Line Notation RO 3PO 
Evaluation A 

ClsHISP (e) 
Triphenylphosphine 
Heat Capacity 298.5 K, 

86RABIPE': 

Cp =J56.2 J.mol I. K- 1 

t1H=29610 J·moI- 1 

t1S=91.84 J·mol- I . K- I 

31 St,.'fU AND: 

Temperature range 102 to 298 K. Value 
datum. 

Molecular Weight 262.2903 
Wiswesser Line Notation RPR&R 
Evaluation B 

elSH ts}' te) 

Triphenylph9,sphine 
Phase Changes 
clliq 354.4 K, 

Molecular Weight 262.2903 
Wiswesser Line Notation RPR&R 
Evaluation A 

t1H= 19690 J, mol-I 
Q.S=55.56 J ·mul- I

• K- I 

CISH1SSb (e) 31SMIIAND~ 

Triphenylstilbene; Antimony triphenyl 
Heat Capacity 298.5 K. C

f
,=325.5 J·mol- I. K- I 

Temperature range 102 to 311 K. 
Molecular Weight 353.0665 
Wiswesser Line Notation R-SB-R&R 
Evaluation B 

C1sHI6 (iiq) 78GOO/SCC 

4b,B.4ca, 9,9aa, 9b,B, 10-HexahydroeycIobuta-[1 ,2-a:4,3-a']diindene; 
syn, trans-Truxane 
Heat Capacity 298.15 K, 

One temperature. cal· g -I. 
Molecular Weight 
Wiswesser Line Notation L D6 C5 B456&TTT&J 

Evaluation B 
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Cl8Hl6 (Jiq) 78GOO/SCO 
4ba,4c{3, 5,9b{3, 9ca, I O-Hexahydrocyclabuta-[ 1,2-a:3,4-a']diindene; 
anti, trans-Truxane 
Heat Capacity 298.15 K, C~=252.7 J·mol- I. K- I 

One temperature. Cp =0.260 cal· g-I. 
Molecular Weight 232.3244 
Wiswesser Line Notation L E6 C5 B456&TTT&J 
Evaluation B 

Cl8Hl6NzOz (c) 83ZAMIKAI 
meso-2,3-Dimethoxy-2,3-diphenylsuccinonitrile 
Heat Capacity, 298.15 K, Cp =305.8 J·mol- I. K- I 

One temperature. 
Molecular Weight 292.3366 
Wiswesser Line Notation NCX01&R&X01&CN&R 
Evaluation B 

CI8HI60ZSi (c) 75LEB/MIL 
Dianisyldiethynylsilane 
Heat Capacity 298.15 K, Cp =402.5J·mol- I·K- 1 

Temperature range 60 to 315 K. Data deposited in VINITI, No. 
1667-75, 11 June 1975. 

Entropy 298.15 K, S=446.4 J·mol- I. K- I 

Molecular Weight 292.4087 
Wiswesser Line Notation lUUl 2-SI-IR DOl 2 
Evaluation B 

ClsHls (c) 44EIB 
I-Methyl-7 -isopropylphenanthrene; Retene 
Heat Capacity 298.1 K, Cp =294.6J.mol- I.K- 1 

Temperature range 25 to 200°C, equations only, in t 0c. 
Cp (c)=0.2620+0.001584t cal· g-I. C- I (15 to 60°C); 
Cp (iiq)=0.364+0.00066lt cal·g-I·C- I (96 to 200°C). 

Phase Changes 
clliq 369.0 K, LlH=18030J·mol- 1 

LlS=48.9 J·mol- I. K- I 

Molecular Weight 234.3402 
Wiswesser Line Notation L B666J EYI&I KI 
Evaluation C 

ClsHts (Jiq) 78GOO/SCO 
2,2'-Biindanyl 
Heat Capacity 298.15 K, Cp =332.4J.mol- I.K- 1 

One temperature. C p =0.339 cal· g -I. 
Molecular Weight 234.3402 
Wiswesser Line Notation L56T &J C- CL56T &J 
Evaluation B 

CISHtS (cl 83KRAIBEC 
2J-Dimethyl-2.3-diphenylbutane 
Heat Capacity 298 K. Cp =321.1 J·mol-I·K- I 

One temperature. C p given as 0.322 ea[·K-I'g- l . 

Molecular Weight 238.3718 
Wiswesser Line Notation IXl&R&XI&I&R 
Evaluation B 

CtSHlsCINS (c) 
Chlorprothixene: 

83CHAIMAS 

2-Chloro-9-0-dimethylamino-propylidene )-1 O-thioxanthene 
Phase Changes 
c/liq 370.3 K. 

Molecular Weight 315.8663 

j.H=27820 J ·mol- I 

j.S=75.1 J·mol-I·K- 1 

Wiswesser Line Notation T C666 BS IYT EG IU3NI&1 
Evaluation C 

Cl8Hl8NzOs (c) 32SPAfTHO 
Ethyl azoxybenzenedicarboxylate 
Heat Capacity 303 K, 

Temperature range 30 to 150 ° C. 
Phase Changes 
liq/liq 395.7 K, I1H=5439 J 'moI- 1 

LlS= 13.7 J·mol- I. K- I 

Liquid crystal-isotropic liquid transition. 
c/liq 386.9 K, I1H=20485 J·mol- I 

I1S=52.9 J·mol- I. K- I 

Crystal-liquid crystal transition. 
Molecular Weight 342.3506 
Wiswesser Line Notation 20VR DNO&UNR DV02 
Evaluation B 

Uncertain isomer; para assumed. 

C 11IH11IO,..·0.460CO (c) 63STE/COU 
{3-Quinol carbon monoxide clathrate 
Heat Capacity 298.15 K, Cp=431.79 J·mol- I. K- I 

Temperature range 15 to 300 K. Data also given for the 0.626, 0.757 
and the 0.810 CO clathrates. 

Molecular Weight 343.2214 
Wiswesser Line Notation QR DQ 3 &CO 0.46 
Evaluation A 

C1sH20 (c) 69SHIlMCN 
3,3-Paracyclophane 
Heat Capacity 300 K, 

Temperatures 300, 318 K. 
Molecular Weight 236.3560 
Wiswesser Line Notation L G6 C-14-6 A B G- G-&T&J 
Evaluation B 

ClsH2002 (c) 90WHIIZAK 
4-p-Hydroxyphenyl-2,2,4-trimethylchroman 
Heat Capacity 308.19 K, Cp =354.2 J·mol- I. K- I 

Temperature range 30 to 330 K. Unsmoothed experimental datum. Data 
also given for the ethanol and carbon tetrachloride adducts. 

Molecular Weight 268.3548 
Wiswesser Line Notation T66 BOT &J C 1 C 1 D 1 DR DQ 
Evaluation .e. 

C1sH21NO (Jiq) 74SHIIMAE 
N -( 4-Methoxybenzy lidene )-p-n-buty laniline 
Heat Capacity 298.15 K, Cp =475.3 J·mol-I·K- I 

Temperature ran~~ ? to T~O K Nf'.mMir li'1"irl rrystaI 

Phase Changes 
c,l/liq 294.45 K, I1H= 13148.6 J·mol- I 

I1S=44.65 J·mol- I. K- I 

liq = Nematic liquid crystal. c.I = metastable crystal form. 
c,IIIlliq 295.65 K, I1H=15937.7 J·mol- I 

/1S=53.91 J·mol- I. K- I 

liq=Nematic liquid crystal. c,III=stable crystal form. 
liq/liq 320.14 K, I1H=284.1 J·mol- I 

ilS=0.89 J·mol- I. K- I 

Nematic-isotropic liquid transition. 
IVlolecular Weight 267.3700 
Wiswesser Line Notation 4R DNUIR DOl 
Evaluation A 
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C1SH21NO (Jiq) 75JAN/JAN 
N -( 4-Methoxybenzy lidene )-p-n-butylaniline 
Heat Capacity 300 K, Cp =490J.mol- I .K- I 

Temperature range 100 to 340 K. C p value estimated from graphical 
data. 

Phase Changes 
c/liq 295.3 K, 6.H= 18033 J·mol- I 

6.5=61.04 J ·mol- I . K- I 

Data also given for metastable modification 
294.0 K, 6.H=14757 J·mol- I 

6.5=50.21 J ·mol- I . K- I 

Molecular Weight 267.3700 
Wiswesser Line Notation 4R DNUIR DOl 
Evaluation A(Phase changes), D(Cp ) 

Phase change data for the metastable modification clearing point also 
given: T=317.0 K; 6.6.5= 1.962 J ·mol- I

. K- I
. 

C1sH21NO (liq) 82SHIIMIZ 
N -( 4-Methoxybenzylidene )-p-n-butylaniline 
Heat Capacity 298.15 K, Cp =477 J·mol- I . K- I 

Temperature range 293 to 333 K. Data given graphically. C p value is a 
graphical estimate. 

Phase Changes 
liq/Jiq 320.137 K 

Nematic-isotropic liquid transition. 
Molecular Weight 267.3700 

Wiswesser Line Notation 4R DNUIR DOl 
Evaluation C 

C1SH21N02 (c) 
N-(2-Hydroxy-4-methoxybenzylidene)-p-butylaniline 
Phase Changes 

71S0R/SEK 

c/liq 317 K 
liq/Jiq 337.5 K 

Nematic mesophase to isotropic. 
Molecular Weight 283.3694 
Wiswesser Line Notation 4R DNUIR BQ DOl 
Evaluation A 

C1SH21N02 (c) 73S0R/SEK 
N-(2-Hydroxy-4-methoxybenzylidene)-p-butylaniline 
Heat Capacity 300 K, Cp =451.12J.mol- I ·K- I 

Temperature range 12 to 375 K. 
Entropy 300 K, 

Phase Changes 
lig/Jiq 335.65 K, 

Nematic-isotropIc liquid transitIOn. 
c/liq 314.52 K, 

Molecular Weight 283.3694 

5=420.77 J·mol- I
• K- I 

;lH=887.4 J ·mol- I 

;l5=2.64 J·mol- I. K- I 

;lH = 24405 J ·mol- I 

~5=71.24 J·mol- I. K- I 

Wiswesser Line Notation 4R ONUIR BQ 001 

Evaluation A 

C 1sH22 (Jiq) 
p.p' -Diisopropylbiphenyl 
Heat Capacity 422 K. 

Temperature range 300 to 600 Q F. 
:\Iolecular \'·eight 238.3718 

56MCE 

C,,=520.5 J·mol- I. K- I 

Wiswesser Line Notation IYI&R DR DYI&I 
Evaluation C 

Quoted in 58WALIBRO. 

C1SH22 (c) 83KRAlBE 
2,3-Dimethyl-2,3-diphenylbutane 
Heat Capacity 298 K, Cp =321.1 J·mol- I . K- I 

One temperature. Cp giv~n as equal to 0.322 cal· K- I. g-I 
Molecular Weight 238.3718 
Wiswesser Line Notation I X 1 &R&X 1 & 1 &R 
Evaluation C 

ClsH22N20 (Iiq) 85SHAlZH 
4-Ethoxy-4' -butylazobenzene 
Heat Capacity 325.49 K, Cp =535.0J.mol- I.K- I 

Temperature range 325 to 363 K. Unsmoothed experimental datum. 
Phase Changes 
liq/liq 355.8 K, 

Molecular Weight 282.3846 

6.H=655 J·mol- I 

6.5= 1.84 J·mol- I. K- I 

Wiswesser Line Notation 4R DNUNR D02 
Evaluation B 

ClsH2202 (C) 57MA 
Di-a-cumyl peroxide 
Phase Changes 
c/liq 312.35 K, 6.H=28137 J·mol- I 

Molecular Weight 270.3706 
Wiswesser Line Notation lYR&I&OOYR&I&1 
Evaluation A 

C1sH24 (e) 
Triamantane 
Phase Changes 
c,lIfc,l 293.65 K, 

8lJEN/OBI 

6.H= 1106 J·mol- 1 

6.5=3.77 J·mol-I·K-- I 

Room temperature specific heat anomaly. 
Molecular Weight 240.3876 
Wiswesser Line Notation L666 B666 E61B-LlCN/JO/EPIHQ B- ( 
-11-AAABBCEFFJJ Q JXTJ 
Evaluation A 

C1sH24Cr (e) 72NIKISA 
B is( diisopropy lbenzene )chromium 
Heat Capacity 298.15 K, 

Temperature range 60 to 298.15 K. 
Entropy 298.15 K, 5=569.0J·mol- I·K- I 

Molecular Weight 292.3836 
Wiswesser Line Notation L6¢J AYl&1 DYI&l ¢-CR- ¢L6¢J AYI& 
DYl&l 
Evaluation B 

C1sH24CrI (c) 

Bis(mesitylene)ehromium iodide 
Heat Capacity 298.15 K, 

Temperature range 60 to 298.15 K. 

Entropy 298.15 K. 
Phase Changes 
c,IUe,l 260 K, 

Molecular Weight 419.2881 

72NIKISA 

5=443.5 J·mol- I. K- I 

6.H= 105 J·mol- I 

6.5=0.40 J·mol- I. K- I 

Wiswesser Line Notation L64>J Al CI Dl -CR- 4>L64>J Al CI 01 6 
Evaluation B 



HEAT CAPACITIES AND ENTROPIES OF ORGANIC COMPOUNDS 389 

ClsH24FeN6S6 (c) 
Bis-(2,2'-bi-5-methyl-2-thiazoline)diisothiocyanato iron(II) 

92KULIIYE 

Heat Capacity .. , ... 
Temperature range 115 to 300 K. Data given graphically only. 

Phase Changes 
c,lI/c,I 206 K, 

Approximate values. 
Molecular Weight 572.6348 

b.H=5700 J·mol- 1 

b.5=27.5 J·mol-1·K- 1 

Wiswesser Line Notation T5NU CSTJ El B- BT5NU CSTJ El &-FE
NCS2 
Evaluation B 

ClsH27Fe06 (c) 92RIBIFER3 
Tris(3-methylpentane-2,4-dionato)iron(III) 
Phase Changes 
c/g 422 K, b.H = 164500 J. mol-I 
Molecular Weight 395.2547 
Wiswesser Line Notation D60-FE-O ADK Dl El Fl B-& BD60-FE-O 
ADJ DI EI FI B-& BDO-FE-O ADJ Dl El Fl 
Evaluation A 

ClsH2S04Si4 (c) 75MEKlKAR 
1,1,3,3,5,5-Hexamethy 1-7,7 -diphenylcyclotetrasiloxane 
Heat Capacity 

Temperature range 13 to 320 K. 
Entropy 298.15 K, 5=758.6 J·mol- I. K- I 

Phase Changes 
c/liq 305.09 K, 

Molecular Weight 420.7588 

b.H=42731 J·mol- I 

b.5= 140.1 J·mol- I . K- I 

Wiswesser Line Notation T8-SI-O-SI-O-SI-O-SI-OTJ Al Al Cl Cl El 
E1 GR GR 

Evaluation B 

ClsH2S04Si4 (c) 8lMEKlKAR 
1, I ,3,3,5,5-Hexamethyl-7, 7 -diphenylcyclotetrasiloxane 
Heat Capacity 298.15 K, Cp =633.0 J·mol- I. K- I 

. Temperature range 13 to 390 K. Data given graphically. 
Ellt.-opy 298.15 K, S~758.G J·mol- I . K- I 

Phase Changes 
c/liq 304.96 K, 

Molecular Weight 420.7588 

AH=42731 J·mol- I 

b.5=140.1 J·mol-I·K- I 

Wiswesser Line Notation T8-SI-O-SI-O-SI-O-SI-OTJ Al Al CI CI EI 
EI GR GR 
Ev~uation A 

C,sH30 (c) 
Hexaethylbenzene 
PhU3C Changc3 

86CHIJANN 

c/g !::..H=94977 J·mol- I 

Molecular Weight 246.4350 
Wiswesser Line Notation 2R B2 C2 D2 E2 F2 
Evaluation A 

62GOLIBEL 
3-Ethyl[Jt:1 hyUIU[Jylt:llt: 

Heat Capacity 311 K. C,,=459.8J·mol- I .K- 1 

Temperatures 100. 200. 300 oF. 
Molecular Weight 246.4350 
\Viswesser Line Notation L666 B6 2AB PJ F2 
Evaluation C 

ClsH30BaCa2012 (c) 
Barium dicalcium propionate 
Phase Changes 
c/liq 268.4 K, 

Molecular Weight 655.9178 

55MOMISEK 

b.H=7284 J·mol- I 

/1.S=27.2 I·mol- I . K- I 

Wiswesser Line Notation OVI 6 &-BE-4 0 
Evalu,ation B 

ClsH30Ca2012Pb (c) 
Lead dicalcium propionate 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,lI/c,I 191.5 K, 

Molecular Weight 725.7878 

65NAKISUG 

5=983.2 J·mol- I . K- I 

b.H:::::4853 J·mol- I 

b.5=24.4 J·mol- I. K- I 

Wiswesser Line Notation OVI 6 &-CA- 2 &-PB-
Evaluation A 

ClsH30Ca2012Sr (c) 
Strontium dicalcium propionate 
Heat Capacity 298.15 K, 

Temperature range 15 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIIIc,II 104.2 K, 

c,lI/c,I 282.6 K, 

Molecular Weight 606.2078 

65NAKISUG 

5=949.3 J·mol- I. K- I 

b.H= 1067 J·mol- I 

/1.S= 13.4 J·mol- I . K- I 

b.H=667.8 J·mol- I 

b.5=2.55 J·mol- I . K- I 

Wiswesser Line Notation OV 1 6 &-CA- 2 &-SR-
Evaluation A 

CIsH3004 (c) 
p-Diacetylbenzene diethyl ketal 
Phase Changes 
c,II/c,I 168.2 K, 

77KARISAP 

b.H= 1305 J ·mol- I 

b.5=8.4 J ·mol- I
. K- ' 

c,I1liq 3?6.21 K, . b.H=23502 J ·mol- I 

Ab.Sm=23502/326.21 =72.0 J·mol- I. K- I. 
Molecular Weight 310.4326 
Wiswesser Line Notation 20Xl&02&R DXl&02&02 
Evaluation A 

T(glass)=208.0 K. 

C)SH300 4 (c) 
p-Diacetylbenzene diethyl ketal 
Heat Capacity 298.15 K, 

Temperature range 5 to 340 K. 
Entropy 298.15 K, 

Phase Changes 
c,II/c,I 168.24 K, 

cJ/liq 326.61 K, 

Molecular Weight 310.4326 

78KARJRAB 

5=493.8 J·mol- I. K- I 

AH= 1307 J ·mol- I 

A5=8.14 J·mol- I . K- I 

~H=23500 J·mol- I 

~5=71.95 J·mol- I . K- I 

Wiswesser Line Notation 20XI&02&R DXI&02&02 

Evaluation A 
Tiglass)=208 K. 
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C1sH300 4 (c) 78KARISAP 
p-Diacetylbenzene diethyl ketal 
Heat Capacity 300 K, C

p
=460 J·mol- I . K- I 

Temperature range 5 to 326.1 
estimated from graph. 

K. Data given graphically. Value 

Entropy 298.15 K, 
Phase Changes 
c,II1c,I 168.2 K, 

c,I/liq 326.21 K, 

I1H= 1307 J·mol- I 

115=8,15 J·mol- I . K- I 

I1H=23500 J·mol- I 

115=72.04 J·mol- I . K- I 

Molecular Weight 310.4326 
Wiswesser Line Notation 20Xl&02&R DXl&02&02 
Evaluation C(Cp ), A(S,Phase changes) 

T(glass)=208.0 K. 

C1sH32 (Iiq) 62GOLIBEL 
l-Cyc1ohexyl-l.3.3-trimethylhydroindan 
Heat Capacity 311 K, Cp =457.3J.mol- I .K-1 

Temperatures 100, 200, 300 oF. 
Molecular Weight 248.4521 
Wiswesser Line Notation L56TJ BIB 1 D 1 D- AL6TJ 
Evaluation C 

C1sH32 (liq) 63GUD/CAM 
l-Cyclohexyl-l,3,.Hrimethylhydroindan 
Heat Capacity 313 K, Cp =456.9J.mol- I .K-1 

Temperature range 313 to 483 K. 
Molecular Weight 248.4521 
Wiswesser Line Notation L56TJ BIB I D I D- AL6TJ 
Evaluation C 

62GOLIBEL 
0-Tercy1cohexyl 
Heat Capacity 311 K, Cp =424.3 J·mol- I

. K- I 

Temperatures 100, 200, 300 oF. 
Molecular Weight 248.4521 
Wiswesser Line Notation L6TJ AAL6TJ B- AL6TJ 
Evaluation C 

C1sH32 Oiq) 63GUD/CAM 
0-Tercy1cohexyl 
Heat Capacity 313 K, Cp =427.2 J·mol- l . K- I 

Temperature range 313 to 483 K. 
Molecular Weight 248.4521 
Wiswesser Line Notation L6TJ AAL6TJ B- AL6TJ 
Evaluation C 

C'SH32 (liq) 62GOLIBEL 
m-Tercylcohexyl 
Heat Capacity 311 K, Cp =457.3J·mol- I ·K- 1 

Temperatures 100, 200, 300 0 F. 
Molecular Weight 248.4521 
Wiswesser Line Notation L6TJ AAL6TJ C- AL6TJ 
Evaluation C 

C 18H32 (Iiq) 63GUD/CAM 
m-Tercy1cohexyl 
Heat Capacity 373 K. Cp =502.1 J·mol-I·K- 1 

Temperature range 373 to 483 K. 
Molecular Weight 248.4521 
Wiswesser Line Notation L6TJ AAL6TJ C- AL6TJ 
Evaluation C 

J. Phys. Chern. Ref. Data. Vol. 25. No.1. 1996 

C1sH32 (Iiq) 
p-Tercy1cohexyl 
Heat Capacity 

One temperature. 
423 K, 

Molecular Weight 248.4521 

63GUD/CA 

Wiswesser Line Notation L6TJ AAL6TJ D- AL6TJ 
Evaluation C 

C1sH320 (Iiq) 88BAG/G{ 
6,10,14-Trimethyl-3,5-pentadecadien-2-one 
Heat Capacity 293.95 K, Cp =555.3 J·mol- I . K- I 

Temperature range 270 to 340 K. Un smoothed experimental datum. 
Molecular Weight 264.4502 
Wiswesser Line Notation lY3Y3YU2UIVI 
Evaluation B 

C1sH34 (liq) 63GUD/CA 
1,I-Bis(dimethyicyclohexyl)ethane 
Heat Capacity 313 K, Cp =461.1 J·mol- I ·K- l 

Temperature range 313 to 483 K. 
Molecular Weight 250.4666 
Wiswesser Line Notation L6TJ Al Xl XYI&- AL6TJ Xl Xl 
Evaluation C 

C1sH34 Oiq) 63GUD/CA 
1,I-Bis(ethyicyc1ohexyl)ethane 
Heat Capacity 313 K, 

Temperature range 313 to 483 K. 
Molecular Weight 250.4666 
Wiswesser Line Notation L6TJ A2 XYl&- AL6TJ X2 
Evaluation C 

ClsH3402 (c) 90SATIY< 
cis-w-12,o-6-0ctadecenoic acid; Petroselinic acid 
Phase Changes 
c/liq 

High-melting form. 

303.65 K, 

c/liq 301.65 K 
Low-melting form. 

Molecular Weight 282.4654 
Wiswesser Line Notation QV5U12 -C 
Evaluation A 

(\8H3402 (liq) 
Oleic acid; cis-9-0ctadecenoic acid 
Phase Changes 
c,a/liq 286.45 K, 

High-melting, a-form. 
c,,BIliq 289.35 K. 

Low-melting, ,B-form. 
Molecular Weight 282.4654 
Wiswesser Line Notation QV8U9 -C 
Evaluation A 

I1H=47500 J·mol- I 

115= 156.4 J ·mol- I . K- I 

90SATIY' 

I1H=39600 J'mol- I 

115= 138.4 J ·mol- I . K- I 

I1H=51900 J·mol- l 

115= 179.3 J ·mol- I . K- I 
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ClsH3403 (liq) 84URY/MOC 
Castor oil; Natural ricinoleic acid 
Heat Capacity 300 K, 

Temperature range 80 to 320 K. 
Entropy 300 K, 5=620 J ·mol- I . K- I 

Phase Chanees 
c,lI/c,1 205 K 

Glass transition; l.l.\.,_-·v.~',JJ·g-I.K-I for glass to supercooled liquid 
transition. 

clliq 264.87 K, 

Molecular Weight 298.4648 
Wiswesser Line Notation QV8U2YQ6 
Evaluation B 

AH=170l6J'mol- 1 

AS=64.2 J·mol- I. K- I 

General difference in enthalpy of glassy and crystalline phases at T=O 
K is 31.7 J .g-I (9397 J .mol- I). Entropy of the glassy phase at T=O K 
is 0.097 J.g- I. K- I (28.8 J·mol- I . K- I ). Castor oil is about 88% 
ricinoleic acid. 

ClsH3404 (liq) 76PHI/MAT 
Di-n-butyl sebacate 
Heat Capacity 312 K, Cp =619 J·mol- I . K- I 

Temperature range 312 to 412 K. 
Molecular Weight 314.4642 
Wiswesser Line Notation 40V8V04 
Evaluation C 

CUIH:w04Pb (c,1I) 
Lead(II) nonanoate; Lead(II) pelargonate 

78ADE/SIM 

Heat Capacity 310 K, Cp =926 J·mol- I . K- I 

Mean value 353 to 363 K. Data only graphically for c,lII. Data also for 
c,I, 370-378 K, and liquid, 413 to 463 K. 

Phase Changes 
c,lII/c,II 348.9 K, 

c,II and c,I are mesophases. 
c,lI/c,I 367.4 K, 

c,IIliq 384.8 K, 

Molecular Weight JZ1.bb42 

Wiswesser Line Notation OV8 2 .PB 
Evaluation C 

ClsH3S02Tl (c) 
Thallium octadecanoate 
Phase Changes 
c,lII/c,I1 324 K, 

c.lllc,! 380 K, 

c,l/lIq j~J K. 

liq/liq 444 K, 

Mesophase-ismropic. 
Molecular Weight 487.8433 
Wiswesser Line Notation OV 17 .TL 
Evaluation B 

AH=32200 J ·mol- I 

AS=92 J·mol- I . K- I 

AH= 16400 J .mol- I 

AS=45J·mol- l . K- I 

AH= 1300 J·mo!-I 
AS=3.4 J·mol- I. K- I 

76MEI/SEY 

AH=9623 J·mol- I 

AS=29.3 J·mol- I. K- I 

!J.H= 12134 J ·mo!-I 
AS=12.1 J·mol-I·K- I 

!:1H=54jY J·mot- I 

AS= 14.2 J·mol- I. K- I 

llH=1381 J·mol- I 

.. H=3.05 J·mol- I • K- 1 

C1sH36 (liq) 49PARlMOO 
n-Dodecy 1cyclohexane 
Heat Capacity 298.15 K, Cp =615.5 J·mol-I·K- I 

Extrapolation below 80 K, 119.3 J·mol-I·K- I. 
Phase Changes 

Hump in specific heat curve at 22c) to ?4C) K 

c/liq 258.8 K, AH =45836 J. mol-I 
AS= 160.4 J·mol- I. K- I 

Molecular Weight 252.4824 
Wiswesser Line Notation L6TJ Al2 
Evaluation B(Cp)'C(S) 

C1SH36 (liq) 63GUD/CAM 
Hexaethy1cyclohexane 
Heat Capacity 313 K, Cp =.-;530.1 J·mo!-I·K- 1 

Temperature range 313 to 483 K. 
Molp(,lIl~r Wf'ight 252.4824 

Wiswesser Line Notation L6TJ A2 B2 C2 D2 E2 F2 
Evaluation C 

C1sH36 (c) 
Cyclooctadecane 
Phase Changes 
c,lI/c,1 

clliq 

298 K, 

346 K, 

MoleC'lIl~r Weight ?"i? 48?4 

Wiswesser Line Notation L-18-TJ 
Evaluation B 

ClsH36N202 (c) 
N,N'-Di-n-hexy\adipamide 
Heat Capacity 373 K, 

Temperature range 373 to 583 K. 
Phase Changes 
c/liq 432 K, 

Molf'(,III~r Wpight ~1?4946 

Wiswesser Line Notation 6MV4VM6 
Evaluation C 

69BORIDAL 

AH=29288 J·mol- 1 

AS=97.5 J-mol- I. K- I 

aH=9874 J·mol- I 

AS=28.4 J·mol- I. K- 1 

53WILIDOL 

AH=4079.5 J·mo!-I 
as;=:;94.4J·mol- l . K- I 

C1sH360 (liq) 88BAGIGUR 
6, 10,14-Trimethyl-2-pentadecanone; Phytone 
Heat Capacity 293.85 K, Cp :::::593.3 J·mol- ' · K- ' 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 268.4818 
Wiswesser Line Notation IY3Y3Y3VI 
Evaluation B 

ClsH3602 Oiq) 
Ethyl hexadecanoate; Ethyl palmitate 
Phase Changes 

c/liq 296.35 K, 
Molecular Weight 284.4812 
Wiswesser Line Notation 15V02 
Evaluation B 

34KIN/GAR 

AH= 15093 J·mol- 1 

Data on the specific heats are given at or near the phase transitions. 
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C1sH360 2 (c) 
Octadecanoic acid; Stearic acid 
Phase Changes 
C!liq 326.1 K, 

Molecular Weight 284.4812 
Wiswesser Line Notation QV17 
Evaluation C 

ClSH3602 (c) 
Octadecanoic acid; Stearic acid 
Heat Capacity 298.15 K, 

Temperature range 154 to 350 K. 

1889EYK 

LlH=64643 J·mol- I 

Ll5= 198 J·mol- I. K- I 

50SINIWAR 

Cp =561.9 J ·mol- I. K- I 

Entropy 298.15 K, 5=435.6 J·mol- I. K- I 

Extrapolation below 90 K, 64.4J·mol- I·K- I. 
Phase Changes 

Transition between B & C forms previously reported as 52.90 °C is 
high. Irreversible and slow change observed as low as 35.2 °e. 

c/liq 342.65 K, LlH=68450 J ·mo!-I 
Ll5= 1998 J·mol- I. K- I 

Molecular Weight 284.4812 
Wiswesser Line Notation QV17 

Evaluation C 

C18H3602 (c) 
Octadecanoic acid; Stearic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 355 K. 
Phase Changes 
c,I11iq 342.49 K, 

Molecular Weight 284.4812 
Wiswesser Line Notation QV17 
Evaluation B 

C18H3602 (c) 
Octadecanoic acid; Stearic acid 
Phase Changes 
c/liq 345, 346 K, 

82SCHlMIL2 

LlH=61208 J·mol- I 

Ll5= 178.12 J·mol- I. K- I 

83BECIROU 

LlH=62600 J·mol- I 

Ll5=181 J·mo!-I·K- I 

First peak due to pre-melting or dissociation. 
Molecular Weight 284.4812 
Wiswesser Line Notation QV 17 
Evaluation B 

ClsH360Z (c) 
Octadecanoic acid; Stearic acid 
Phase Changes 
clIiq 342.75 K, 

Molecular Weight 284.4812 
Wiswesser Line Notation VV l/ 
Ev~uation A 

90SATIYOS 

~H=6I300 J·mol- I 

.lS= 178.8 J·mol- I. K- I 

C18H37CI (Jiq) 75STRISUN 
I-Chlorooctadecane; n-Octadecyl chloride 
Heat Capacity 301 K. Cp =606.8J·mol- I.K- 1 

One temperature. 
Phase Changes 
Iiq/g 298.15 K. /1H=98160 J ·mo!-I 

.l5=329.22 J ·mol- I. K- 1 

.lH yaporization from equation using data from 68WAD. 
Molecular Weight 288.9433 
Wiswesser Line Notation G 18 
Ev~uation B 

C1SH3S (liq) 
n-Octadecane 
Heat Capacity 300 K, 

Temperature range 80 to 300 K. 

49PARIMO 

Entropy 298.15 K, 5=696:6 J·mol- I. K- I 

Supercooled liquid. Extrapolation below 80 K, 127.7 J·mol-I·K- I. 
Phase Changes 

Hump in specific heat curve at 228 to 240 K. 
c/liq 301.3 K, LlH=60484 J·mol- I 

Ll5=200.7 J·mol-I·K- I 

Molecular Weight 254.4982 
Wiswesser Line Notation 18H 
Evaluation B(Cp)'C(S) 

C18H3S (c) 
n-Octadecane 
Phase Changes 
c,I11iq 301.35 K, 

Molecular Weight 254.4982 
Wiswesser Line Notation 18H 
Evaluation B 

CIIlH)!! (c) 
n-Octadecane 
Heat Capacity 298.15 K, 

Temperature range 12 to 380 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 301.33 K, 

Molecular Weight 254.4982 
Wiswesser Line Notation 18H 
Evaluation A 

55SCH/Bl~ 

LlH=61379 J·mol- I 

.1.5=203.6 J·mol- I. K- 1 

67MES/GL 

Cp =485.64 J·mol- I. K- I 

5=480.20 J·mol- I. K- I 

LlH=61706 J·mol- I 

Ll5=204.6 J·mol- I. K- I 

C1SH38 (Jiq) 81He 
n-Octadecane 
Heat Capacity 325 K, C p =568 J·mol- I. K- I 

Temperature range 300 to 500 K. Cv=2.20J·g- I·K- I. 
Molecular Weight 254.4982 
Wiswesser·Line Notation 18H 
Evaluation B 

C1SH38 (c) 
n-Octadecane 
Pha .. e Change .. 

clIiq 301.0 K, 

Molecular Weight 254.4982 
Wiswesser Line Notation 18H 
Evaluation A 

C18H38 (c) 
n-Octadecane 
Phase Changes 
c/liq 301.5 K. 
Molecular Weight 254.4982 
Wiswesser Line Notation 18H 
Evaluation A 

85KOLISY 

LlH=60760 J ·mo!-I 
/15=201.9 J·mol- I . K- I 

91BARISC 

~H=61500 J·mo!-I 



HEAT CAPACITIES AND ENTROPIES OF ORGANIC COMPOUNDS 393 

91CLAILET C18H38 (liq) 
n-Octadecane 
Phase Changes 
c,IIIc,I dH=19850 J·mol- I 

Transition temperature not measurable. '; 
c,IIIliq dH=46170J'moI- 1 

Transition temperature not measureable. 
c,I11iq 300.7 K, dH=60670 J·mol- I 

Molecular Weight 254.4982 
Wiswesser Line Notation 18H 
Evaluation A 

C1sH3SO (liq) 
1-0ctadecanol; n-Octadecyl alcohol 
Heat Capacity 343.15 K, 

Temperature range 343 to 583 K. 
Molecular Weight 270.4976 
Wiswesser Line Notation Q 18 
Evaluation B 

89KHNZYK 

ClsH3S07 (liq) 82ZAR 
Hexapropylene glycol 
Heat Capacity 298 K, Cp =807.4 J ·mol- I . K- I 

Temperature range 298, 323, 363 K. 
Molecular Weight 366.4940 
Wiswesser Line Notation QYOYOYOYOYOYQ 

. Evaluation B 

C1SH3SS (liq) 82TUT/GAB 
1-0ctadecanethiol; n-Octadecyl mercaptan 
Heat Capacity 300 K, Cp =648.6l J·mol- I . K- I 

Temper\l.ture range 273 to 373 K. Cp =626.52+4.423X 1O-2T+9.800 
X 10-5T2. 

Molecular Weight 286.5582 
Wiswesser Line Notation SH18 
Evaluation B 

CIllH1lBrlNl (c.m 
1,6-Bis(triethylammonium)hexane dibromide 
Heat Capacity 298 K, 

Temperature range 273 to 373 K. 

74BURJVER 

Phase Changes 
c,II/c,I 495 K. dH= 18830 J·mol- I 

d5=38.0 J·mol- I. K- I 

Temperature range 482 to 505 K. 
Molecular Weight 446.3512 
Wiswesser Line Notation 2K2&2&6K2&2&2 E 2 
Evaluation B 

CI8.1HI8.606 (c) 
f3-Quinol-methane clathrate 
Heat Capacity 296.62 K, 

Temperature range 13 to 298 
datum. 

Molecular Weight 332.9836 
Wiswesser Line Notation QR DQ 3 & lH 0.165 
Evaluation A 

60PARISTA 

C18.4H19.S06 (c) 60PARlSTA 
f3-Quinol-methane clathrate 
Heat Capacity 297.83 K, Cp =428.40J.mol- I .K- 1 

Temperature range 13 to 298 K. yalue is unsmoothed experimental 
datum. 

Molecular Weight 337.6681 
Wiswesser Line Notation QR DQ 3 &lH 0.457 
Evaluation A 

ClS.4H44.6N2S (c,I) nCOP/GAN 
Thiourea-2,2-dimethylbutane adduct; 2,2-Dimethylbutane-thiourea adduct 
Heat Capacity 298.15 K, Cp = 154.0 J·mol- I . K- I 

Temperature range 12 to 300 K. Values for one mole of thiourea. 
Entropy 298.15 K, 5=191.4J·mol- I ·K- 1 

Does not include possible zero-point entropy. 
Phase Changes 
c,IV/c,III 

c,IWc,II 

P=37.50 kPa. 
c,IIIc,l 

69.9 K, 

89.5 K, 

169.6 K, 

Molecular Weight 326.0281 

dH=899 J·mol- I 

d5=12.62 J·mol- I • K- 1 

dH=3364J·mol- 1 

d5=8.96 J·mol- I . K- I 

dH=696 J 'mol- I 

d5=4.l2 J·mol- I . K- I 

Wiswesser Line Notation 2Xl&I&1 2.90 &ZYZUS 
Evaluation A 

ClS.7H2106 (c) 60PARISTA 
f3-Quinol-methane clathrate 
Heat Capacity 287.79 K, Cp =423.71 J·mol- I . K- I 

Temperature range 13 to 298 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 342.4488 
Wiswesser Line Notation QR DQ 3 &1H 0.755 
Evaluation A 

C19H13N307 (c) 
Fluorene-picric acid 
Phase Changes 
c/liq 350.3 K. 

Molecular Weight 395.3276 

79FARISHA 

dH=26800 J·rnol- ' 
t15 ==76.5 J ·mol- I . K- J 

Wiswesser Line Notation L B656 HHJ &WNR BQ CNW ENW 
Evaluation B 

C19H14N2 (c) 
1,2-Diphenylbenzimidazole 
Heat Capacity 298.15 K, 

Temperature range 10 to 450 K. 

74KARIRAB 

Entropy 298.15 K, 5=306.8 J·mo!-J· K- 1 

Molecular Weight 270.3330 
Wiswesser Line Notation T56 BN DNJ CR DR 
Evaluation A 

C19H1SCI (c) 31SMIIAND 
Triphenylchloromethane 
Heat Capacity 298.5 K, CI'=311.7 J·mol-I·K- I 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 278.7805 
Wiswesser Line Notation GXR&R&R 
Evaluation C 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1':)':)6 
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C19H lSCI (c) 
Triphenylchloromethane 

91NAO/SEK 

Heat Capacity 298.15 K, Cp =367.27 J·mol- I. K- I 

Temperature range 232 to 411 K. C p value calculated from equation. 
Cp(c) = -3980+55. 15T-0.2726T2 + 6.07 X 1O-4T3-5.0X 1O-7r J. 
mol-I. K- I (232.8 to 359.0 K). 

Phase Changes 
c/gls 
clliq 

250 K 
376.8 K, 

Molecular Weight 278.7805 
Wiswesser Line Notation GXR&R&R 
Evaluation B 

D.H=27900 J·mol- I 

D.5=74.1 J·mol- I. K- I 

C19H 16 (c) 
Triphenylmethane 

17HILIDUS 

Heat Capacity 298.15 K, Cp=261.1 J ·mol- I. K- I 

Temperature range 293 to 418 K. From heat content data 

Phase Changes 

c/liq 365.5 K, 

Mole('ular Weight 244.3354 
Wiswesser Line Notation RYR&R 
Evaluation C 

D.H= 18200 J ·mol- I 

D.5=49.8 J·mol- I. K- 1 

C 19H 16 (c) 30HUFIPAR 
Triphenylmethane 
Heat Capacity 294.3 K, C p = 294.6 J. mol-I. K- I 

Temperature range 89 to 294 K. Value is unsmoothed datum. 
Entropy 298.1 K, 5=312.1 J·mol-I·K- I 

Extrapolation below 90 K, 99.75J·mol- I·K- I. 
Molecular Weight 244.3354 
Wiswesser Line Notation RYR&R 
Evaluation B(Cp)'C(S) 

C 19H 16 (c) 3lSMIIAND 
Triphenylmethane 
Heat Capacity 298.15 K, Cp=295.4J.mol- I.K- 1 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 244.3354 
Wiswesser Line Notation RYR&R 
Evaluation C 

C19H'6 (c) 
Triphenylmethane 
Heat Capacity 303 K, 

Temperature range 30 to 110°C. 
Phase Changes 
clliq 365.3 K 

Molecular Weight 244.3354 
Wiswesser Line Notation RYR&R 

Evaluation B 

C19H16 (c) 
Triphenylmethane 

32SPAITHO 

!1H=21979 J'mol- I 

!15=60.2 J ·mol- I. K- I 

44EIB 

Heat Capacity 298.1 K, Cp=333.5J.mol- I.K- 1 

Temperature range 30 to 200°C, equations only, in t dc. 
Cp (c)=0.326 cal· g-I. C- I (30 to 90°C); Cp(iiq)=0.325+0.000889t 
cal·g-I·C- I (92 to 200°C). 

Phase Changes 
c/liq 365.6 K, 

Molecular Weight 244.3354 
Wiswesser Line Notation RYR&R 
Evaluation C 

!1H=20920 J·mol- I 

!15 =57.2 J ·mol- I. K- I 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 

C19H 16 (liq) 
Triphenylmethane 

50KUJ 

Heat Capacity 373 K, 

Temperature range 100 to 343°C. 
Molecular Weight 244.3354 
Wiswesser Line Notation RYR&R 
Evaluation B 

C 19H 16 (c) 
Triphenylmethane 
Heat Capacity 

One temperature. 
298.15 K, 

Molecular Weight 244.3354 
Wiswesser Line Notation RYR&R 
Evaluation B 

79ST 

C19H16N20 (c) 
N-Benzoyl-o-aminodiphenylamine 

74KARIRA 

Heat Capacity 298.15 K, 

Temperature range 10 to 450 K. 
Entropy 298.15 K, 

Molecular Weight 288.3482 
Wiswesser Line Notation RVMR BMR 
Evaluation A 

Cp =356.6 J.mol- I. K- I 

5=340.7 J·mol- I. K- I 

C19H160 (c) 31SMIIAN: 
Triphenylcarbinol 
Heat Capacity 298.5 K, Cp =318.8 J·mol- I. K- I 

Temperature range 102 to 346 K. Value is unsmoothed experiment: 
datum. 

Molecular Weight 260.3348 
Wiswesser Line Notation QXR&R&R 
Evaluation C 

C19H2oF3N303 (c) 89PIN/GO 
2-[3-( triftuoromethy I)-pheny l]amino-3-pyridinecarboxylic acid, 
,B-morpholino ethyl ester; Momiftumate 
Heat Capacity 298.15 K, Cp =440.78 J·mol- I. K- I 

Temperature range 100 to 500 K. Cp (c)=1.2T+83 J·mol-I·K- I (11 
to 340 K)". Cp(liq) = 1.4T+ 142 J·mol-I·K- I (356 to 439 K). Cp vall 
calculated from the equation. 

Phase Changes 
C/liq 350 K, 

Molecular Weight 395.3805 
Wiswesser Line Notation 
Evaluation A 

r19H20N203 (c) 
4-Propionyl-4' -n-butanoyloxyazobenzene 
Phase Changes 

D.H=34500 J·mol- I 

D.5=101 J·mol-I·K- I 

83FANIPC 

c/liq 366 K 6.H= 15021 J·mol- I 

6.5=41.04 J·mol- I. K- I 

Mesophase observed between 366 and 393 K. 
Solid-smectic H or G. 

Molecular Weight 324.3786 
Wiswesser Line Notation 3VOR DNUNR DV2 

Evaluation A 
Smectic H or G-smectic A; smectic A-nematic; nematic-isotropic liqu 
phase change data also given: 392.65 K, 6. 6.H = 10920 J . mol-I; 409. 1 

K !1!1H=4100 J. mol 6.; 428.65 K, 6.D.H=753 J·mol- I. 
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C19H2ol"J203 (c) 
4-n-Pentanoyl-4-n'-ethanoyloxyazobenzene 

88FANIPOE 

Phase Changes 
c,IUc,I 

c,Uliq 

Solid-nematic. 
liq/liq 

Nemaric-Isorroplc. 

367.5 K, 

387.4 K, 

400.1 K, 

Molecular Weight 324.3786 

dH=6840 J·mol- I 

dS= 18.61 j·mol- I . K- I 

IlH=26966 J 'mol- I 

dS=69.609 J·mol- I . K- I 

dH=665 J'mol- I 

d5= 1.661 j·mol- I . K- l 

Wiswesser Lin~ Notation 4VR DNUNR DOVl 
Evaluation A 

77TSU/SOR 
p-n-Hexyloxybenzylideneamino-p' -chlorobenzene 

Heat Capacity 300 K, C f' =430 J. mol-I. K- t 

Temperature range 300 to 385 K. Data graphically only. 
Phase Changes 
c/liq 327.70 K, 

Crystal-smectic transition. 
liq/liq 333.90 K, 

Smectic-smectic transition. 
Molecular Weight 315.8419 

dH= 10880 J'mol- I 

dS=33.2 J·mol- I. K- l 

dH= 12350 J·mol- I 

~5=37.0 J ·mol- l . K- l 

Wiswesser Line Notation GR DNUIR D06 
Evaluation C( C p); B(phase transition) 

C 19H22CINO (c) 
p-n-Hexyloxybenzylideneamino-p' -chlorobenzene 

82TSU/SOR 

Heat Capacity 298.15 K, Cp =434.94J.mol- I.K- 1 

Temperature range 15 to 385 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 327.7 K, 

Crystal to intermediate phase S3. 
liqlliq 333.90 K, 

Srsmectic B liquid transition. 
liqlliq 362.98 K, 

Smectic B - smectic A liquid transition. 

5=447.58 J·mol- I. K- l 

~H= 10880 J·mol- t 

d5=33.2 J·mol- I. K- l 

AH~ 12350 J-mol- I 

~5=37.0 J ·mol- I . K- l 

~H=3390 j ·mol- l 

~S=9.3 j·mol- l . K- I 

liq/Jiq 370.38 K, dH=5790J·mol- 1 

~5= 15.6 J'mol- I , K- I 

Smectic A - isotropic liquid transition. 
Molecular Weight 315.8419 
Wiswesser Line Notation GR DNUIR D06 
Evaluation A 

C 19H22FNO (c) 
p-n-Hexyloxybenzylideneamino-p'-fluorobenzene 

82TSU/SOR2 

Heat Capacity 298.15 K, Cp =442.55J·mol- I .K- 1 

Temperature range 15 to 385 K. 
Entropy 298.15 K, 

Phase Changes 
clliq 328.07 K, 

Crystal to smectic B. 
liq/liq 330.33 K, 

Smectic B - smectic A transition. 
liqlliq 334.88 K, 

Smectic A - nematic liquid transition. 
liq/liq 336.33 K, 

Nematic - isotropic liquid transition. 
Molecular Weight 299.3873 

S=438.76 I·mol- l . K- t 

~H=23220 J·mol- t 

~S=70.7 J·mol-I·K- t 

~H=3050 J·mol- t 

LlS=9.2 J·mor1·K- 1 

~H=3410 J·mol- t 

~S=1O.2 J·mol- t • K- I 

~H= 1170 J ·mol- I 

~S=3.5 J·mol- l . K- t 

Wiswesser Line Notation FR DNUIR D06 
Evaluation A 

C19H220Z (c) 
4-Methoxy-4' -butoxy-trans-stilbene 
Phase Changes 
liqlliq 435 K, 

Nematic-isotropic liquid transition. 
c/liq 442 K, 

Crystal-isotropic liquid transition. 
Molecular Weight 282.3816 

72YOUIHAL 

~H=757 J·mol- l 

~S=1.7 J·mol-I·K- ' 

~H=39665 J·mol- I 

~S=89.7 J·mol- t
• K- t 

Wiswesser Line Notation 40R DlUIR DOl -T 
Evaluation B 

C19H23NO (c) 73S0RINAK 
N-p-Ethoxybenzylidene-p' -butylaniline 
Heat Capacity 300 K, Cp ==425 J·mo!-t. K- t 

Temperature range 14 to 375 K. Data estimated from graph. 
Phase Changes 
Jiq/Jiq 349.08 K, ~H= 1553 J'mo1- 1 

LlS=4.524 J'mol- I , K- I 

Nematic-isotropic. 
clliq 305.62 K, 

Solid-nematic. 
Molecular Weight 281.3968 

~H=27090 J·mol- t 

~S=88.71 J·mol- I . K- t 

Wiswesser Line Notation 4R DNU1R D02 
Evaluation B 

C I9H23NO (e) 74S0RINAK 
N -p-Ethoxy benzy I idene-p' -buty laniline 
Heat capacity LI)~.15 K, Cp =429.09J·mol- I .K- 1 

Temperature range 14 to 375 K. 
Entropy 298.15 K, 
Phase Changes 
elliq 

Crystal-nematic, 

305.62 K, 

liq/Jiq 349.08 K, 

Nematic-isotropic. 
Molecular Weight 281.3968 

5=421.788 j·mol- t , K- t 

~H=27090 J 'mol- I 

~S=88.71 J·mol- I. K- I 

~H= 1553 J'mo]-I 
l.iS~4.524 J'11101- 1 • K- 1 

Wiswesser Line Notation 4R DNU 1 R D02 
Evaluation A 
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C19H23NO (c) 
p-n-Hexyloxybenzylideneaniline 
Heat Capacity 298.15 K, 

Temperature range 16 to 385 K. 
Entropy 298.15 K, 
Phase Changes 
c,IIlc,! 73.41 K, 

c,IIliq 321.63 K, 

SOlid-isotropic liquid. 
Molecular Weight 281.3968 
Wiswesser Line Notation 60R D lUNR 
Evaluation A 

82TSU/SOR3 

Cp =404.52 J ·mol- I . K- I 

S=424.16 J·mol- I . K- I 

!J.H= 192 J·mol- I 

!J.S=2.70 j·mol- I . K- I 

!J.H=3091O J·mol- I 

!J.S=96.1 j·mol- I . K- I 

C19H300 2 (c) 89MAS/MAU 
Androstanolone; 5a-Androstane-3-one-17 f3-01 
Phase Changes 
c,IIIIliq 453.0 K, !J.H= 19790 J·mol- I 

Monotropic. 
c,IIlliq 

Monotropic. 
c,IIliq 

454.2 K, !J.H=23070 j·mol- I 

455.5 K, !J.H=27150 j·mol- I 

Monotropic. 
Molecular Weight 290.4448 
Wiswcsscr Linc Notation L E5 B666 OVTJ A I Ii 1 FQ 

Evaluation B 

C19H36 Oiq) 63GUD/CAM 
4-n-Heptylbicyclohexyl 
Heat Capacity 313 K, Cp =484.9J·mol- I .K- 1 

Temperature range 313 to 483 K. 
Mult:l:ulal- Weight 264.4934 

Wiswesser Line Notation L6TJ A- AL6TJ D7 
Evaluation C 

C19H36 (Iiq) 63GUD/CAM 
Bis(2,4,6-trimethylcyclohexyl)methane 
Heat Capacity 373 K, C p=590.8 J ·mol- I . K- I 

Temperature range 373 to 483 K. 

Molecular Weight 264.4934 
Wiswesser Line Notation L6TJ Al Cl El Bl- AL6TJ Bl 

Dl Fl 
Evaluation C 

C'9H36 (liq) 
I.I-Dicyclohexylheptane 
Heat Capacity 311 K, 

Temperatures 100, 200, 300 0 F. 
Molecular Weight 264.4934 
Wiswesser Line Notation L6TJ AY6&- ALGTJ 
Evaluation C 

C'9H36 (liq) 
1,I-Dicyc1ohexylheptane 
Heat Capacity 313 K. 

Temperature range 313 to 583 K. 
Molecular Weight 104.4934 

Wiswesser Line Notation L6TJ AY6&- AL6TJ 
Evaluation C 

J. Pl1ys. Chem. Rt::f. Data. Vol. ZG, No.1, 1996 

62GOLIBEL 

63GUD/CAM 

C19H3S02 (c) 36KIN/GP 
Ethyl heptadecanoate; Ethyl margarate 
Phase Changes 
c,IIIc,I 298.3 K, !J.H=4946 J·mol- I 

Heat of transition at melting point. 
Molecular Weight 298.5080 
Wiswesser Line Notation 16V02 
Evaluation B 

C19H3S02 (c) 
Methyl octadecanoate; Methyl stearate 
Phase Changes 
clliq 310.93 K, 
Molecular Weight 298.5080 
Wiswesser Line Notation 17VO 1 
Evaluation B 

C19H3S02 (c) 
Nonadecanoic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 355 K. 
Phase Changes 
c,IIIc,I 338.0 K, 

l;,I1Iiq 341.23 K, 

Molecular Weight 298.5080 
Wiswesser Line Notation QVl8 
Evaluation B 

C19H3S04 (c) 
2-Monopalmitin 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 330.5068 
Wiswesser Line Notation QI YIQOV15 
Evaluation B 

C19"3S04 (c) 
2-Monopalmitin 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 330.5068 
Wiswesser Line Notation QIYIQOVI5 
Evaluation B 

C'9H3S04 (c) 
I-Monopalmitin 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 330.5068 
Wiswesser Line Notation QIYQI0V15 
Evaluation B 

3GKIN/Gt' 

;)'H= 19234 J'mol- I 

82SCHIM 

!J.H=9177 J·mol- I 

!J.S=27.15 J·mol- I
• K- 1 

t:.H~57618 J mol-I 

!J.S= 168.85 j·mol- I . K- I 

40CLA/S-

6SSILlD,.! 

40CLA/S' 

C 19H3SO" (c) 65SILlD, 
I-Monopalmitin 
Heat Capacity 1Y~ K. CI'=566.9 J·mo\-I K- 1 

One temperature. f3L form. 
Molecular Weight 330.5068 
Wiswesser Line Notation Q I YQ I OV 15 
Evaluation B 
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C19H40 (c) 

n-Nonadecane 
Phase Changes 
c,lI/c,I 

c,Ifliq 

295.95 K, 

305.15 K, 

Molecular Weight 268.5250 
Wiswesser Line Notation 19H 
Evaluation B 

n-Nonadecane 

55SCHIBUS 

dH= 13807 J·mol- I 

~S=46.7 J·mol-I·K- 1 

dH=458l5 J·mo!-I 
dS=150.1 ]·mol-I·K- I 

69ATKILAR 

Heat Capacity 353 K, C p =640 J. mol-I. K- I 

Temperature range 353 to 453 K. Equation only. 
Molecular Weight 268.5250 
Wiswesser Line Notation 19H 
Evaluation C 

C19H40 (c) 
n-N onadecane 
Phase Changes 
c,lI/d 

c,Uliq 

295.95 K, 

303.95 K, 

Molecular Weight 268.5250 
Wiswesser Line Notation 19H 
Evaluation B 

C I9" .. O (Jill) 
n-N onadecane 
Heat Capacity 313.15 K, 

Temperature range 313 to 433 
given as 2.244 kJ/kg· K. 

Molecular Weight 268.5250 
Wiswesser Line Notation 19H 
Evaluation B 

C19H40 (c) 

n-Nonadceane 
Phase Changes 
c.lIIe,l 296.1 K, 
c.I/liq 305. I K. 
~folecular Weight 268.5250 
Wiswesser Line Notation 19H 
Evaluation A 

C I9H .. o (Jiq I 

2.6.1 O.l-l-Tetramethylpentadeeane 
Heat Capacity 298.15 K. 

One temperature. 
~Iolecular Weight 268.5250 

79CLAILET 

dH= 13665 J·mol- I 

as=4o.2 ] ·mol- I • K- 1 

aH=47395 J·mol- I 

as= 155.9 J·mol- I. K- I 

84GRIIAND 

Cp =602.6 J ·mol- I • K- 1 

K. Unsmoothed experimental datum 

91BARfSCH 

aH= 13750 J·mo!-I 
~H=43750J·mol-1 

CJ1TRf-'I('ns 

\Yiswesser Line Notation lYl&3Yl&3Yl&3Yl&I 
Eyaluation B 

C20HlON4 (c) 78BOElWES 
N aphthalene-l ,2,4,5-tetracyanobenzene 
Heat Capacity 298.15 K, Cp=370.3 J·mol- I. K- I 

Temperature range 5 to 300 K. 
Entropy 298.15K, S=421.8J·mol- I ·K- 1 

Phase Changes 
dUc,1 75 K, LlH=192 J·mol- I 

LlS=2.97 J·mol- I. K- I 

Molecular Weight 306.3258 
Wiswesser Line Notation L66J &NCR BCN DCN ECN 
Evaluation A 

C2oH1006 (c) 80BOEIWES2 
Naphthalene-pyromellitic dianhydride adduct 
Heat Capacity 298.15 K, Cp =392.7 J ·mol- I. K- I 

Temperature range 5 to 300 K. 
Entropy 298.15 K. S=411.5j·mol- I ·K- 1 

Molecular Weight 346.2954 
Wiswesser Line Notation T C565 DVOV JVOJV &L66j 
Evaluation A 

C20H12 (c) 
Perylene 
""lit f:IIPIICity ?9R l'i K, 

Temperature range 5 to 575 K. 
Entropy 298.15 K, 

Phase Changes 
c,l/Iiq 550.95 K, 

Molecular Weight 252.3148 

80WONIWES 

C,.=274c) I.mol- I • K- 1 

S=264.6 J ·mol- I • K- 1 

LlH=31874 j·mol- I 

as=S7.91 J·mol-I·K- 1 

Wiswesser Line Notation L666 L6 K6 2AL TJ 
Evaluation A 

C20H12 (c) 92SABlELW3 
Perylene 
Phase Changes 
clliq 551.29 K, LlH=32580j'mol- 1 

Molecular Weight 252.3148 
Wiswesser Line Notation L666 L6 K6 2AL TJ 
Evaluation A 

C2oHnN306 (c) 80RADIRAD 
Anthracene-l J,5-trinitrobenzene adduct 
Heat Capacity 298.15 K, Cp =424.7 J·mol-I·K- 1 

Temperature range 180 to 420 K. Data given graphically. C {J calculated 
from equation. 

Phase Changes 
c.I/liq 438.6 K. 

Molecular Weight 391.3392 

~H=40401 j·mol- I 

~S=92.11 j·mol-I·K- I 

Wiswesser Line Notation L C666J & WNR CNW ENW I 
Evaluation B 

C20H13Nj07 (e) 
Anthracene picric acid 
Phase Changes 
cJl/cJ 364.0 K, 

c/liq 417.6K, 

Molecular Weight 407.3386 

79FARISHA 

~H = \0500 J ·m01- 1 

~S=28.8 j·mol- I. K- 1 

~H=24300 J ·mol- J 

.lS=58.2 j·mol- I
• K- 1 

Wiswesser Line Notation L C666J & WNR BQ CNW ENW 
Evaluation B 
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C2oH 14 (c) 70ANDIWES 
Triptycene; 9,1 0-0-Benzeno-9, 10-dihydroanthracene 
Heat Capacity 298.15 K, C p =282.67 J. mol-I. K- I 

Temperature range 5 to 550 K. 
Entropy 298.15 K, 
Phase Changes 
C/liq 527.18 K, 

Molecular Weight 254.3306 

flH=30275 J·mol- I 

flS=57.43 J·mol- I. K- I 

Wiswesser Line Notation L6 H66 066/GT 2AF T GH NHJ 
Evaluation A 

C2oH14 (c) 73RODIWES 
Triptycene; 9,10-0-Benzeno-9, 10-dihydroanthracene 
Heat Capacity 298.15 K, Cp =283.1 J·mol-I·K- J 

One temperature. C p given as 0.266 cal. K- I . g -I. 
Molecular Weight 254.3306 
Wiswesser Line Notation L6 H66 066/GT 2AF T GH NHJ 
Evaluation A 

C2oH 14 (c) 
{3,{3' -Binaphthyl 
Phase Changes 
clliq 461.2 K, 

Molecular Weight 254.3306 

79FARISHA 

flH=38900 J·mol- J 

flS=84.4 J ·mol- I. K- I 

Wiswesser Line Notation L66J A- AL66J 
Evaluation B 

C2oH1404 (c) 
4,4' -Diethanoyloxydipheny Idiacety lene 
Phase Changes 
c,IIl/c,U 449 K, 

c,II/c,I 488 K, 

Molecular Weight 318.3282 

840ZC/ASR 

flH=7110 J ·mol- I 

flS= 15.86 J·mol- J
• K- I 

LlH =40200 J. mol- I 

fl5=62.38 J ·mol- I. K- 1 

Wiswesser Line Notation IVOR DIUU2UUIR DOVI 
Evaluation A 

First heating, gradual decomposition observed on cycling. 

CZOH 140.. (e) 

Phenolphthalein 
Heat Capacity 

Temperature range 300 to 550 K, Data given graphically. 

R4GRA/AVR 

Phase Changes 
c,II/cJ 411 K, ~H=22594 J'mo\-I 

flS=55.0 J ·mol- I. K- I 

Amorphous/crystal. 
c/liq 534 K, I1H=51045 ]'mol- I 

.:15=95.6 J ·mol- I
. K- I 

Molecular Weight 318.3282 
Wiswesser Line Notation T56 BVOT&] DR DQ DR DQ 
Eyaluation B 

C2oH I6 (el 

Triphenvlethvlene 
Heat Capacity 298.5 K, 

Temperature range 102 (0 322 K. Value 
datum. 

Molecular Weight 256.3464 
\Viswesser Line Notation RYR&UIR 
Evaluation C 
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31SMIIAND 

C2oH16F6Fe212Sb (c) 
1', I "'-Diiodobiferrocenium hexafluoroantimonate 
Heat Capacity 

Temperature range 16 to 303 K. 

92WEB/HAG 

Phase Changes 
c,lll/c,I1 

c,ll/c,1 

134 K, 

270 K, 

flH=740 J·mol- I 

I1S=6.0 ]·mol- I . K- I 

flH=60J'mol- 1 

115=0.3 ]·mol- I . K- I 

Molecular Weight 857.5958 
Wiswesser Line Notation L5cf>] AE cf>-FE- cf>L5cf>J A

AL5cf>J cf>-FE-- cf>L5cf>J AE &-SB-F6 
Evaluation A 

C20H16F120SZr (c) 
Tetrakis( 1,1, I-trifluoropentane-2,4-dionato) 
zirconium (IV); Zirconium a,a,a-trifluoroacetyl-
acetonate 
Phase Changes 

92RIBIFER2 

c/g 390 K, I1H= 118700 J·mol- I 

Molecular Weight 703.5424 
Wiswesser Line Notation D60-ZR-O ADJ DXFFF FI B-& 

BD60-ZR-O ADJ DXFFF Fl B-& BD60-ZR-O ADJ DXFFF Fl 
B-& BD60-ZR-O ADJ DXFFF Fl 

Evaluation A 

C20H16Fe213 (c) 
Biferrocenium triiodide 

87S0RINIS 

Heat Capacity 300 K, Cp =463.72 J ·mol- I. K- I 

Temperature range 14 to 360 K. Interpolated data. 
Phase Changes 
c,II/c,I 358.675 K, flH=538 J'mol- I 

flS=l.77 J·mol-I·K- I 

Molecular Weight 748.7539 

Wiswesser Line Notation L5¢J cf>-FE- ¢L5¢J A
AL5cf>1cf>-FE- cf>L5cf>J &13 

]!;valuation A 

C2oH 1S (c) 31SMI/ANC 
1,1,1-Triphenylethane 
Heat Capa<:~ty 298.5 K, Cp =316.7 J·mo!-I·K- 1 

Temperature range 102 to 346 K. Value is unsmoothed experimenta 
datum. 

Molecular Weight 258.3622 
Wiswesser Line Notation IXR&R&R 
Evaluation C 

C2oHI8 (c) 
1,1,2-Triphenylethane 
Heat Capacity 298.5 K, 

Temperature range 102 to 311 
datum. 

Molecular Weight 258.3622 
Wiswesser Line Notation RYR& 1 R 
Evaluation C 

31SMIIAN[ 

C 2oH 1RSn (c) 85CARlLAl 
Triphenyl vinyl tin 
Heat Capacity 298.15 K, Cp =486.4 J·mol- I . K- I 

One temperature. Cp given as 1.29J·K- I .g- l . 

Molecular Weight 377.0522 
Wiswesser Line Notation 1 U I-SN -R&R&R 
Evaluation B 
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C2oH20 (Iiq) 78GOO/SCO 
5,6,6a,6b, 7 ,8, 12b, 12c-Octahydrodibenzo-[a,i]biphenylene 
Heat Capacity 298.15 K, Cp =333.4J·mol- 1.K- 1 

One temperature. Cp =O.306 cal·g- 1. 
Molecular Weight 260.3780 
Wiswesser Line Notation L D6 C6 8466 &'ffi' &J 
Evaluation B 

C ZoH20 (Jig) 78GOO/SCO 
5,6,6a,6b, 11,12, 12a, 12b-Octahydrodibenzo-[a,g]biphenylene 
Heat Capacity 298.15 K, Cp =323.6J.mol- 1.K- 1 

One temperature. Cp =0.297 cal. g-l. 
Molecular Weight 260.3780 
Wiswesser Line Notation L F6 C6 B466 &TTT &J 
Evaluation B 

C20H22 (liq) 
2,2'-Bitetralin 
Heat Capacity 298.15 K, 

One temperature. r!'=Oi4() tOl'll.g-1 

Molecular Weight 262.3938 

78GOO/SCO 

Wiswesser Line Notation L66T&J C- CL66TT&J 
Evaluation B 

C2oH22N20 (c) 79TSU/SOR 
p-n-Hexyloxybenzylideneamino-p' -benzonitrile 
Heat f:apacity ?QR J <:; K C p =432.5 1 J. mol -] . K- 1 

Temperature range IS to 385 K. 
Entropy 298.15 K, 
Phase Changes 

dUd 

c,Uliq 

Solid nematic. 
liq/liq 

306.98 K. 

334.05 K, 

375.10 K, 

5=450.56 J·mol- I. K- I 

I1H=<:;110 J.mn1- 1 

115=16.7 J·moI-1·K- 1 

I1H=23770 J·mol- J 

115=71.2 J·mor- I . K- I 

I1H= 1750 J·moI- 1 

115=3.2 J ·mol- I . K- I 

Nematic-isotropic liquid transition (Note: 1750/375.10=4.67 J. 
mol- J

• K- I). 

Molecular Weight 306.4066 
Wiswesser Line :Solation NCR DNUIR D06 
Evaluation A 

C20H22N203 (c) 88FANIPOE 
4-n-Pentanoyl-4-n '-propanoyloxyazobenzene 
Phase Changes 
c,II1c,l 

c,IIlig 

Solid-smectic A. 

345.1 K, 

391.5 K, 

liq/liq 394.1 K, 

Smectic A-nematic. 
liq/liq 406.1 K 

Nematic-isotropic. 
Molecular Weight 338.4054 

J.H=2632 J ·mol- I 

J.5=7.627 j·morl·K-- 1 

J.H=24167 J 'mol- I 

J.5=6J.731 J·mol-I·K- 1 

J.H=3272 J 'mol- I 

£15=8.301 J·mol-1·K- I 

.:lH=690J·mol- 1 

.l5= 1.699 j·mol- I. K-- I 

Wiswesser Line Notation 4VR DNUNR DOV2 
Evaluation A 

C2oH2206 (c) 91KRI 
Butyl p-(p-ethoxyphenoxycarbony I)phenylcarbonate 
Phase Changes 
c,IVliq 328.3 K I1H=23400J'mol- 1 

Radial spherulite/nematic. 
c,I/liq 337.6 K, I1H=31800J'mol- 1 

Tangential spheruIite/nematic. 
I iq/l iq 358.1 K 

Nematic/isotropic. 
Molecular Weight 358.3902 
Wiswesser Line Notation 40VOR DYOR D02 
Evaluation A 

C2()H24N2,03 (Iiq) 85SHAIZHU 
4-Methyoxy-4' -heptanoy lazobenzene 
Heat Capacity 351.84 K, Cp =685.9J·mol- J .K- 1 

Temperature range 351 to 374 K. Unsmoothed experimf'.ntl'll ti::ltllm_ 

Phase Changes 
liq/liq 371.6 K, 

Molecular Weight 340.4212 

D.H=573 J·mol- t 

D.5= 1.54 J·mol- I . K- 1 

Wiswesser Line Notation 6VOR DNUNR DO 1 
Evaluation B 

C2oH2402 (c) 
2-Methoxy-4'-pentoxy-trans-stilbene 
Phase Changes 
c/liq 435 K, 

Crystal-isotropic liquid transition. 
Jiq/liq 427 K, 

Nematic-isotropic liquid transition. 
Molecular Weight 296.4084 

72YOUIHAL 

D.H=41170 J 'mol- I 

115=94.6 j·mol- I . K- I 

D.H=782 J ·m~I-1 
115= 1.8 J·mol- I. K- I 

Wiswesser Line Notation 50R DlUIR DOl -T 
Evaluation B 

C20H2sNO (c) 82TSC/SOR4 
p-n-Hex y loxybenzy Iidene-p I -tolu idine 
Heat Capacity 298.15 K, 

Temperature range l7 to 385 K .. 
Entropy '298.15 K, S=448.95 J·mol- I . K- I 

Phase Changes 
c,llic,l 317.5 K, IlH =5040 J. mol- \ 

I1S= 15.89 J ·mol- I . K- I 

Superheating phenomenon occurs at 324 K. 
c,I1liq 334.26 K. ~H=25040J·mol-1 

Solid'nematic. 
liq/lig 346.90 K, 

Nematic-isotropic liquid transition. 
Ylolecular Weight 295.4236 

115=74.90 J ·mol- I
• K- 1 

;)'H= 1370J·mol- i 

;).5=3.0 J ·mol- I. K-! 

Wiswesser Line Notation 60R D ILJNR D 1 
Evaluation A 
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CZOHZ6N203 (c) 
4,4' -Di-n-butyloxyazoxybenzene 
Pbase Cbanges 
c,IV/c,IlI 315.5 K, 

c,llIfc,1I 323.4 K, 

c,ll/c,! 360.5 K, 

c,l/Jig 376.7 K, 

c,I to nematic liquid. 
Molecular Weight 326.4376 

90BAM/GOD 

AH=10440J'moI- I 

LlS=33.09 J·mol- I . K- I 

LlH=930 J·mol- I 

AS=1.88 J·mol-1·K- 1 

LlH=1570 J·mol- 1 

LlS=4.36 J ·mol- I . K- I 

AH=20960 J·mo!-l 

AS=55.64 J·mol- I . K- I 

Wiswesser Line Notation 40R DNUNO&R D04 
Evaluation A 

79LEWIENE CzoH 260 (c) 
Norethindrone 
Phase Changes 
cJliq 479 K, LlH=39600 J ·mol- I 

AS=82.7 J·mol-I·K- 1 

Molecular Weight 282.4248 
Wiswesser Line Notation L E5 B666 OV MUTJ El FQ 

FlUUI 

Evaluation A 

C2oH2s0sZr (c) 86GRIlLAZ 
Zirconium acetylacetonate; Tetrakis(pentane-2,4-dionato)zirconium (IV) 

Pbase Cbanges 
C/liq 470.8 K, AH=50100 J·mo!-l 

AS= 106.3 j·mol- I • K- 1 

Molecular Weight 487.6564 
Wiswesser Line Notation D60-ZR-O AD} D1 Fl B-& 

BDoO-ZR-O ADJ Dl PI B-& BD60-ZR-O ADJ DI f'l 

B-& BD60-ZR-O ADJ Dl PI 
Evaluation A 

CzoH2s0sZr (c) 9IJAS 
Zirconium acetylacetonate; Tetrakis(pentane-2,4-dionato)zirconium (IV) 

Phase Changes 
c/liq 472 K, AH =:: 22597 J. mol- I 

Molecular Weight 4l:D .6564 

Wiswesser Line Notation D60-ZR-O AD} D1 Fi B-& 
BD60-ZR-O ADJ Dl FI B-& BD60-ZR-O ADJ Dl FI 
B-& BD60-ZR-O ADJ Dl PI 

EV:llu:ltion n 

C20H2s0gZr (c) 92RIBIFER2 
Zirconium acetylacetonate; Tetrakis(pentane-2.4-dionato)zireonium (IV) 

Phase Changes 
efg 406 K. .lH= 125800 J·mol- 1 

Molecular Weight 487.6564 
Wiswesser Line Notation D60-ZR-O ADJ Dl Fl B-& 

BD60-ZR-O ADJ Dl F1 B-& BD60-ZR-O ADJ Dl Fl B-& 

BD60-ZR-O ADJ Dl FI 
Evaluation A 

C2oH30 (el 
Hexaeye lopropy lethane 

Heat Capacit} 298.15 K. 
One temperature. 

Molecular Weight 270.4570 
Wiswesser Line Notation 

E~'aluation B 

" Phv~. Chern. Ref. Data. Vol. 25. No.1. 1996 

84BERIBEC 

C2oH30CI2FeN60 (c) 
Tris(2-pico!ylamine)iron chloride ethanolate 

85KAJISOR 

Heat Capacity 300 K, C p = 590 J . mol-I. K- l 

Temperature range 13 to 315 K. Data graphically only. Value estimated 

from graph. 
Phase Changes 
c,IlIJc,II 
c,IIfc,I 

114.04 K 
122.21 K, 

Total transition enthalpy and entropy. 
Molecular Weight 500.2734 

LlH=6140 J·mol- I 

AS=50.59 I·mol- I • K- 1 

Wiswesser Line Notation T6NJ B lZH 3 .FE G2 &G2 

Evaluation Cp(C), transitions(A} 

C2oH3003SiJ (liq) 87DZHlKUL: 
1,1,3,3-Tetraethyl-5,5-diphenylcy lotrisiloxane 
Heat Capacity 298.15 K, Cp =629.6 ]·mol- I , K- 1 

Temperature range 5 to 315 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 279.082 K, 

Molecular Weight 402.7117 

s = 711.4 J. mol-I. K- 1 

LlH= 18374 J·mol- I 

LlS=66.01 J·mol- I • K- 1 

Wiswesser Line Notation T6-SI-O-SI-O-SI-OTJ A2 A2 C2 

C2 ER ER 
Evaluation A 

CzoH34 (liq) 63 GUD/CAl\-
Diethylhydropyrene 
Heat Capacity :3 13 K, Cp ;;;::::, 1U. Y J . moll. K - 1 

Temperature range 313 to 583 K. 
Molecular Weight 274.4886 

Wiswesser Line Notation L666 B6 2AB pTJ X2 X2 
Evaluation c 

CZOH340SSis (liq) 77KULIDZf 
OctamethyldiphenyleyclopentasiJoxane 
Heat Capacity 

No Cp data given. Data in paper, deposited in VINITl, No. 986-77, \. 
March. 1977. 

Molecular Weight 494.9131 
'Yi:!!WC:!!:5Cl- Line Notation 

T-lO-O-Sl-O-SI-O-SI-O·-SI-O-SITJ Al BI CI Dl El Xl Xl Xl XRt 
XR 

Evaluation B 

C2oH36 (Jiq) 63GUDJCA~ 

B is( cye lohex y lmethy I )cyclohexane 
Heat Capacity 373 K, Cp =603.8J·mol- 1.K-1 

Temperature range 373 to 583 K. 
Molecular Weight 276.5044 
Wiswesser Line Notation L6TJ AlAL6TJ Xl- AL6TJ 

Evaluation C 

C2oH3SHgO~ (liq) 78 AD 
Mercuric decanoate; Mercuric caprate 
Heat Capacity 410 K, Cp =817.0J.mol- 1 .K- 1 

Mean value 403 to 420 K. Data only graphically for solid: 

Phase Changes 

e.IIJc.l 

cJfhq 

380.8 K, 

389.3 K, 

Molecular Weight 543.1078 
Wiswesser Line Notation OV9 2 .HG 

Evaluation C 

.iH=5300 J·mo[-I 

.is=13.9 J·m01- 1• K- 1 

LlH=70200 J ·mol- 1 

/:::..5= 180.3 J ·mol- I • K- 1 
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C2oH3SO (liq) 88BAG/GUR 
3,7, 11,15-Tetramethyl-l-hexadecyn-3-ol 
Heat Capacity 293.85 K, . Cp =712.7 j·mol-I·K- 1 

Temperature range 270 to 340 K. Un~mo()thed experimental datum. 
Molecular Weight 294.5196 
Wiswesser Line Notation 1 Y3Y3Y3XQIUUI 
Evaluation B 

C2oH3SO (Jiq) 88BAG/GUR 
3,7, I I,I5-Tetramethyl-l-hexadecen-3-01; Isophytol 
Heat Capacity 293.75 K, Cp =729.5 j·mol- I . K- I 

Temperature range 270 to 340 K. Unsmoothed experimental datum. 
Molecular Weight 294.5196 
Wiswesser Line NotationlY3Y3Y3XQIUl 
Evaluation B 

C2oH3S04Pb (c) 
Lead(II) decanoate 
Phase Changes 
clliq 354.9 K, 

Crystal-smectic. 
liq/liq 367.4 K, 

Smectic-isomorphous. 
1iq/liq 385.2 K, 

Isomorphous-liquid. 
Molecular Weight 549.7178 
Wiswesser Line Notation OV9 2 .PB 
Evaluation B 

C20H 3S0 4Zn (c) 
Zinc(II) n-decanoate 
Ph~"p ("h~ngp.<; 

c,IIIIc,II 
c,IIIc,I 
c,I1liq 

372 K, 
378 K, 
407 K, 

Molecular Weight 407.8978 
Wiswesser Line Notation OV9 2 .ZN 
Evaluation B 

76ADE/SIM 

6.H=32700 J·mol- l 

6.S=92.0 j ·mol- I . K- I 

6.H=20000 j·mol- I 

6.S=54.4 j·mol- I . K- I 

6.H = 1000 j . mol-I 
6.S=2.7 J·mol-I·K- 1 

78KONIRUF 

AH=2100 J'mol- I 

AH=3800 J'mol- I 

AH=49000 J'mol- I 

AS= 120 J·mol- I. K- I 

C2oH.~oBr2N2 (cl 74BURIVER 
) ,2-Bis(triallylammonium)ethane dibromide 
Heat Capacity 29R K. r:',,='i?()'i T.mol- I . K- I 

Temperature range 273 to 373 K. 
Molecular Weight 468.3574 
Wiswesser Line Notation 1 U2K2Ul&2U1&2K2Ul&2Ul&2U1 E 2 
Evaluation B 

C2oH4002 (c) 
Ethyl oct~ldecanoate: Ethyl stearate 

Phase Changes 
cJl/cJ 300.15 K. 

/3-a transition. 
c.Uliq 

a-liq transition. 
304.2 K. 

Molecular .Weight 312.5348 
Wiswesser Line Notation 17V02 
Evaluation B 

34KIN/GAR 

~H=6373 J'mol- I 

J.H= 12339 J ·mo!-I 

Data on the specitk heats are given at or near the phase transitions. 

C2oH4002 (c) 
Methyl nonadecanoate 
Phase Changes 
c,II/c,1 311.79 K, 

Heat of transition at melting point. 
Molecular Weight 312.5348 
Wiswesser Line Notation 18VOI 
Evaluation B 

C2oH4002 (c) 
Eicosanoic acid 
Heat Capacity 298.15 K, 

Temperature range 80 to 355 K. 
Phase Changes 
c,I1liq 348.23 K, 

Molecular Weight 312.5348 
Wiswesser Line Notation QV19 
Evaluation B 

n-Eicosane 

36KIN/GAR 

6.H=6054 J·mol- 1 

82SCHlMIL2 

LlH=69204 J·mol- 1 

6.S=198.7 J·mol-1·K- 1 

30PARIHUF 

Heat Capacity 279.1 K, Cp =602.5J.mol- I .K- 1 

Temperature range 94 to 280 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S=558.6 J·mol-1·K- 1 

Extrapolation below 90 K, 64.68 J·mol- l . K- I . 

Phase Changes 
c/liq 309.7 K, 

Molecular Weight 282.5518 
Wiswesser Line Notation 20H 
Evaluation B(C,,),C(S) 

CWH"l (c) 
n-Eicosane 
Phase Changes 
c,II/c,I 
C'IIliq 

309.35 K 
109.71) K, 

Molecular Weight 2&2.5518 
Wiswesser Line Notation 20H 
Evaluation B 

n-Eicosane 

Phase Changes 
clliq 309.75 K, 

Molecular Weight 282.5518 
Wiswesser Line Notation 20H 
Evaluation B 

6.H=61476 J·mol- I 

6.S= 198.50 J·mol- I . K- I 

55SCWBUS 

!l.H=f1Q'il.71, T.mol- I 

6.5=225.6 J ·mol- 1• K- 1 

73COM 

!:J.H=69873 J·moI- 1 

AS=225.6 J-mol- I . K- I 

C20H.U (Jiq) 81HOE 
n-Eicosane 
Heat Capacity 325 K, C,,=664J.mol- I ·K- 1 

Temperature range 300 to 500 K. Cv=-2.32 J. g- I K- I . 

Molecular Weight 282.5518 
Wiswesser Line Notation 20H 
Evaluation B 
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C2oH42 (e) 
n-Eicosane 
Phase Changes 
clliq 308.5 K, 

Relative error in detennination ::: 51Jt:. 
Molecular Weight 282.5518 
Wiswesser Line Notation 20H 
Evaluation C 

C20H42 (e) 
n-Eicosane 
Phase Changes 
e/liq 308.8 K, 

Molecular Weight 282.5518 
Wiswesser Line Notation 20H 
Evaluation A 

C2oH42 (Jiq) 
n-Eieosane 
Phase Changes 
e,alliq 

e,,8/liq 
309.63 K 
309.32 K 

t.;,ull;,f3 309.24 K 

Molecular Weight 282.5518 
Wiswesser Line Notation 20H 
Evaluation A 

C 2oH 42 (c) 

n-Eieosane 
Phase Changes 
elliq 309.6 K, 
Molecular Weight 282.5518 
Wiswesser Line ;\/otation 20H 
Evaluation A 

C2oH42 (Jiq) 
n-Eicosane 
Phase Changes 
e,Il/c,I 

Transition temperature not measurable. 

84SYUrrUM 

6.H=70900 J·mol- 1 

6.5=229.8 J·mol- 1• K- 1 

85 KOLlSYU 

6.H=67800 J·mol- 1 

6.5=219.6 J·mol- 1• K- 1 

89KSI 

91BARISCH 

6.H=69000 J·mol- I 

9lCLAILET 

6.H= 18395 J ·mol- 1 

c,IIfliq 309.2 K, ~ff-46170J'll101-1 

c,I11iq 310.0 K, 6.H=66935 J·mol- I 

Molecular Weight 282.5518 
Wiswesser Line Notation 20H 
Evaluation A 

82TUT/GAB 
I-Eicosanethlol; n-bcosanyl mercaptan 
Heat Capacity 300 K. CI'=725.84 J ·mol- l . K-- I 

Temperature range 273 
+ 10.040X lO-:'Tc. 

to 373 K. Cp =702.70+4.703X 1O- 2T 

Molecular Weight 314.6118 
Wiswesser Line Notation SH20 
Evaluation B 

.1 Ph\/c: r.hpm Pt>f !")::It:1 Vol. 25. No.1. 1996 

C 2oH 44CIN (c) 88VANIWHI 
Di-n-decylammonium chloride 
Heat Capacity 297.93 K, C p =631.9 J. mol-I. K- I 

Temperature range 25 to 350 K. Un smoothed experimental datum. 
Phase Changes 
c,IIIIc,1I 320.13 K 
c,Il/c,I 321.50 K, 

6.6.H, 6.6.S combined data. 
Molecular Weight 334.0273 
Wiswesser Line Notation 10M 10 &OH 
Evaluation A 

C2oH44Sn (Jiq) 
Tetraamylstannane; Tin tetraamyl 
Heat Capacity 298.15 K. 

Temperature range 60 to 300 K. 
Phase Changes 
c,llIc,1 181.4 K, 

Metastable transition. 

Molecular Weight 403.2576 
Wiswesser Line Notation 5-SN-5&)&) 

Evaluation B 

6.H =50590 J. mol- 1 

6.5= 158.97 J·mol-- I . K- I 

72MASIRAE 

6.H= -9920 J·mol- I 

C2oH46Br2N2 (c,Il) 74BlJRNEF 
1,8-Bis(triethylammoniumloctane dibromide 
Heat Capacity 298 K. Cp =574.5 J·mol- I , K- I 

Temperature range 273 to 373 K. 
Phase Changes 
c,II1c,I 438 K, 6.H=12130J·mol- 1 

6.5=27.7 J. mol-I. K- I 

Temperature range 430 to 446 K. 
Molecular Weight 474.4048 
Wiswesser Line Notation 2K2&2&8K2&2&2 E 2 
Evaluation B 

C2oH4sCdCl4N2 (c) 
Bis-decylammonium tetrachloroeadmium 

Phase Changes 
c,IIIIc,1I 308 K, 

c,II1c,I 313 K, 

Molecular Weight 570.8346 

85RICICA\ 

6.H=8000 J. mol-I 
6.5=25 J ·mol- I. K-- I 

6.H=29500 J ·mo]-I 

6.5=95 J·rnor- I. K- I 

Wiswesser Line Notation -1O-ZH 2 .CD 04 

Evaluation B 

C2oH48Cl4MnN2 (c) 
Tetrachlorobis-(decylammonium) manganese II 

75BOC/ARI 

Phase Changes 
cJIVc,IJ 

c,II1c,I 

309 K, 

437 K, 

Molecular Weight 513.3626 

.1.H=1937 J'rnol- I 

6.5=6.3 J ·mol- I
• K- 1 

b.H= 16.8] ·mol- I 

~5=0.038] ·mol- I . K- i 

Wiswesser Line Notation MN Z10&Z10 -04 
Evaluation A 
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C20H48CrI2P4 (c) 93S0RIYUM 
trans-Bis[ I ,2-bis( diethylphosphino )ethane] diiodochromium(ll) 
Heat Capacity 300 K, ... C p.~ 740.96 J . mol-I. K- I 

Temperature range 14 to 300 K. Unsm60thed experimental datum. 
Phase Changes 
c,lI/c,I 171.'15 K, 

Molecular Weight 718.2992 
Wiswesser Line Notation 
Evaluation A 

AH=6686 ].moI- I 

A5=39.45 J·mol- I. K- I 

C20.84H16.6600.62 (c) 78KARISAP 
Polyphenylene' PP-l (linear) 
Heat Capacity 300 K, C p =: 280 J. mol -I. K- 1 

Temperature range 100 to 600 K. Data given graphically. Value 
estimated from graph. 

Entropy 298.15 K, S=253.0 J·mol- I. K- I 

Molecular Weight 277.020S 
Wiswesser Line Notation I*R DR C* ERI 
Evaluation C 

WLN excludes ketal end groups and uses the repeating unit: 

(C1RHdn' 

C20.84H16.6600.62 (c) 79KARISAP 
Polyphenylene PP-2 (crosslinked) 
Heat Capacity 300 K, C p =230J'mu!-1'K- 1 

Temperature range 100 to 600 K. Data given graphically. Value 
estimated from graph. 

Entropy 298.15K, S=222.SJ·mol- I·K-1 

Molecular Weight 277 .020S 
Wiswesser Line Notation IR A * D- ARC* ERI 
Evaluation C 

WLN excludes ketal end groups and uses the repeating unit: 
(C 1sH I2)n' PP-2 is the product of thermal crosslinking of PP-l. 

(C21H12N20 2)n (c) 73KARlMOC2 
Poly-2,2 ' -(m-phenylene)-5,5' -dibenzoxazole methane 

Heat Capacity 300 K, Cp 324.6 J. mol-I. K- I 

Temperature range 100 to 490 K. 
Entropy 300 K, 5=330.3 J ·mol-I·K- 1 

Molecular Weight 324.3381 
Wiswesser Line Notation ITS6 BN DOl C* HIH- HT56 BN 

DOJ CR& C*/ 
Evaluation B 

Anomaly in the C p vs. T curve at 450 to 520 K. 

(C21H12N202)n Cc) 75KARIRAB 
Poly -2,2' -(m-pheny lene)-5,5' -dibenzoxazole methane 
Heat Capacity 

Temperature range 60 to 350 K. Data given graphically. 
Entropy 300 K, 5=330.3 J·mol- 1·K- 1 

Molecular Weight 324.338l 
Wiswesser Line Notation 1T56 BN DOJ C* HIH- HT56 BN DOJ CR& 

C*! 
Evaluation A 

C1IHI1N10j (c) 78MARICIO 
Bis-( 4-CN-maleicimido )phenyl )methane 
Heat Capacity 298 K, 118.0 J. mol-I. K- I 

Temperature range 298 to 57l K. Values solid seem odd: increase 
from 118 to 3-\.5 J·mol- I ·K- 1 at 420 K. 

Phase Changes 
c1liq 430.9 K. 

Molecular Weight 358.3526 

J.H= 18220 J. mol-I 
~5=42.3 J. mol-I. K- I 

Wiswesser Line Notation T5VNYJ BR D I R D- BT5YNVJ 
Evaluation D 

C21H1SN3 (c) 84LEBIBYK2 
Triphenyl-s-triazine 

Heat Capacity 298.15 K, 
Temperature range 18 to 330 K. 

Entropy 298.15 K, S =:: 349.6 J. mol-I. K-I 
Phalle Changell 

clliq 506.65 K 
Molecular Weight 309.3696 
Wiswesser Line Notation T6N CN ENJ BR DR FR 
Evaluation A 

C21HlSNl1020 (c) 24TAYIRIN 
Tetryl-bis(trinitrotoluene) complex 
Heat Capacity 293 K, Cp = 95S.6 J. mol- 1 • K- 1 

Temperature range 90 to 333 K. 
Molecular Weight 741.4112 
Wiswesser Line Notation WNNl&R DNW DNW FNW &WNR BCNW 
ENW2 
Evaluation C 

C21H16 (c) 77FIN/MES 
1,2' -Dinaphthylmethane 
Heat Capacity 298.15 K, 

Temperature range 10 to 11-10 K. 

Entropy 298.15 K, 

Cp=314.51 J. mol-I. K- I 

5=310.75 J. mol-I. K- I 

Phase Ghanges 
c!liq 369.55 K, AH=30557.0 J. mol- 1 

AS 82.69 J. mol-I. K- I 

Molecular Weight 268.3574 
Wiswesser Line Notation L66J Bl- CL66J 
Evaluation A 

(C21H16N204)n (c) 73KARlMOC2 
Poly-4,4' -dihydroxy-3,3' -isophthalamidodiphenylmethane 
Heat Capacity 300 K, C p --176.1 J. mol-I. K-I 

Temperature range 100 to 490 K. 
Entropy 300 K, 5=448.1 J. mol-I. K- I 

Molecular Weight 360.3685 
Wiswesser I,ine Notation /*YMR RQ F.TR nQ C.MVR l'*/ 
Evaluation B 

Anomalies in C p vs: T curve at 360 to 440 K and 450 to 520 K. 

(C21HI6Nz04)n (c) 75KARIRAB 
Poly-4,4' -dihydroxy-3,3' -isophthalamidodiphenylmethane 
Heat Capacity 

Temperature range 60 to 350 K. Data given graphically. 
Entropy 300 K, 5 448.1 J. mol-I. K- 1 

Molecular Weight 360.3685 
Wiswesser Line Notation !*VMR BQ EIR DQ CMVR C*! 
Evaluation A 

C21H2I0 4P (gls) 860VC/POD 
Tricresyl phosphate 

Heat Capacity 298.15 K, 
Temperature range 6 to 320 K. 

Entropy 298.15 K, 5 = 570 J. mol-I. K- 1 

Molecular Weight 368.3683 
Wiswesser Line Notation OPOR D I &OR D 1 &OR D 1 
Evaluation A 

Glass transition, TCglass) = 207.0 K. 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1lJlJI:i 



404 E. S. DOMALSKI AND E. D. HEARING 

C21H24N20 3 (c) 88FANJPOE 
4-n-Pentanoyl-4-n' -butanoyloxyazobenzene 
Phase Changes 
c/liq 

Solid-smectic 2. 

373.3 K, 

liq/liq 378.1 K, 

Smectic 2-smectic A. 
liq/liq 398.4 K, 

Smectic A-nematic. 
liq/liq 404.7 K, 

Nematic-isotropic. 
Molecular Weight 352.4322 

~H= 14234 J·mol- I 

~S=38.12 J. mol-I. K- I 

~H= 14242 J. mol-I 
~5= 37.67 J. mol-I. K- I 

~H=3406 J. mol-I 
~5=8.548 J. mol-I. K- I 

~H=766 J. mol- I 

~5= 1.891 J. mol-I. K- I 

Wiswesser Line Notation 4VR DNUNR DOV3 
Evaluation A 

C21H24N203 (c) 83FANJPOE 
4-Propionyl-4' -n-hexanoYloxyazobenzene 
Phase Changes 
liq/liq 361.65 K, ~H=2720 J·mol- I 

Smectic A-smectic B (monotropic phase) liquid transition. 
c/liq 372.15 K, ~H=29790 J. mol-I 

Solid-smectic A. 
liq/liq 411.65 K, ~H=3933 J. mol-I 

Smectic A-nematic liquid transition. 
liq/liq 420.65 K, ~H=879 J. mol-I 

Nematic-isotropic liquid transition. 
Molecular Weight 352.4322 
Wiswesser Line Notation 5VOR DNUNR DV2 
Evaluation A 

C2IH2403Si3 (c) 75MEKlKAR3 
cis-I,3,5-Trimethyl-l,3,5-triphenylcyclotrisiloxane 
Heat Capacity 298.15 K, Cp =538.5 J. mol-I. K- I 

Temperature range 13 to 390 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 374.4 K,. 

Molecular Weight 408.6753 

5=571.1 J. mol-I. K- I 

!1H=43070 J. mol-I 
115=115.5 J. mol-I. K- I 

Wiswesser Line Notation T6-S1 O-SI-O-SI-OTJ Al AR CI CR EI ER 
-C 

Evaluation 

C21H2403Si3 (c) 75MEKlKAR3 
tralls-I.3.5-Trimethyl-I .3.5-triphenylcyclotrisiloxane 
Heat Capacity 298.15 K, Cp =506.7 J. mol-I. K- I 

Temperature range 13 to 390 K. 
Entropy 298.15 K. 
Phase Changes 
clliq 321.2 K, 

Molecular Weight 408.6753 

5=565.3 J. mol-I. K- I 

;)'H=43769 J. mol-I 
;),5=136.4 J. mol-I. K- I 

Wiswesser Line Notation T6-SI-O-SI-O-SI-OTJ Al AR CI CR EI ER-T 
Evaluation A 

C21H24Si303 (c) 81MEKlKAR 
cis-Tri(methylphenyl)trisiloxane 
Heat Capacity 298.15 K, Cp = 538.5 J. mol-I. K- I 

Temperature range 13 to 390 K. Data given graphically. 
Entropy 298.15 K, 5=571.1 J. mol-I. K- I 

Phase Changes 
clIiq 373.2 K, 

Molecular Weight 408.6753 

~H= 47254 J. mol-I 
~5=115.5 J. mol-I. K- I 

Wiswesser Line Notation T6-SI-O-SI-O-SI-OTJ Al AR CI CR El 
ER-C 

Evaluation A 

C21H24Si303 (c) 81MEKlKAR 
trans-Tri(methy Ipheny I)trisiloxane 
Heat Capacity 298.15 K, Cp =506.7 J. mol-I. K- I 

Temperature range 13 to 390 K. Data given graphically. 
Entropy 298.15 K, 5=564 J. mol-I. K- I 

Phase Changes 
c/liq 320.9 K, 

Molecular Weight 408.6753 

~H=43769 J. mol-I 
~5=136.4 J. mol-I. K- 1 

Wiswesser Line Notation T6-SI-O-SI-O-SI-OTJ Al AR Cl CR El ER-T 
Evaluation A 

C21H240 4 (c) 87LES/UC 
2,2-Bis(pheny 1-4-g1ycidoxy )propane 

Heat Capacity 298 K, Cp =485.9 J. mol-I. K- 1 

Temperature range 250 to 300 K. 
Phase Changes 
c/liq 313 K 
Molecular Weight 340.4182 
Wiswesser Line Notation T30TJ B lOR DXR DO 1- -BT30TJ 
Evaluation B 

C21H2SN (liq) 
4-0ctyl-4' -cyanobiphenyl 
Phase Changes 
c/liq 294.45 K, 

Solid-smectic A. 
liq/liq 306.921 K 

82THO/MAR 

~H=25700 J. mol- I 

~5= 87.3 J. mol-I. K- I 

Smectic A-nematic. Continuous transition with an upper limit of O.J 
J·mol- I. 

liq/liq 

Nematic-isotropic. 

313.91 K. 

Molecular Weight 291.4352 
Wiswesser Line Notation NCR DR D8 
Evaluation B 

!1H=612 J. mol-I 

~5=1.95 J. mol-I. K- I 

C2,H2sN (c) 83MARITHC 
4-0ctyl-4'-cyanobiphenyl 
Phase Changes 
c/liq 294.45 K. I1H=25700 J. mol-I 

Solid-smectic A. 
liq/Jiq 306.921 K. j.H=O.4 J. mol-I 

Smectic A-nematic. 
Jiq/Jiq 313.91 K, 

Nematic-isotropic. 
Molecular Weight 291.4352 
Wiswesser Line Notation NCR DR D8 
Evaluation D 

tlH=612 J. mol-I 
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C21H2sNO (c) 78JOHIHAY 
Octy loxycyanobiphenyl 
Heat Capacity 

C p data given graphically only. Temperature range 334 to 348 K. 
Smectic A-nematic transition at 340 K. 

Molecular Weight 307.4346 
Wiswesser Line Notation NCR DR D08 
Evaluation D 

C2IH2sNOs (c) 
4-Nitrophenyl-4' -n-octyloxybenzoate 
Phase Changes 
c,Il/c,1 323 K 
c,IIIliq 323.2 K, 

liq/Jiq 334 K, 

Smectic A nematic. 

Jiq/Jiq 341 K, 

Nematic-isotropic. 
Mol(,(,lllar W('ight 371.4322 

79BATIBUK 

I1H=34720 J. mol- 1 

I1S=108 J. mol-I. K- I 

I1H=90 J. mol- I 

I1S=0.30 J. mol-I. K- I 

I1H=290 J. mol-I 
I1S=0.88 J. mol-I. K- I 

Wiswesser Line Notation WNR DOVR D08 
Evaluation B 

C21HzsNOs (c) 82RACIMAS 
4-Nitrophenyl-4' -n-octyloxybenzoate 
Heat Capacity 300 K, Cp =510 J. mol-I. K- I 

Temperature range 100 to 356 K. Data given graphically. Value given is 
an estimate from the graph. 

Phase Changes 
c/liq 323.70 K, I1H=34426 J. mol-I 

115=106.4J· mol-I. K- I 

Solid-smectic. 
liq/liq 

Smectic-nematic. 

334.9 K, 

liq/liq 341.2 K, 

Nematic-isotropic. 
Molecular Weight 371.4322 

I1H=213 J. mol-I 
115=0.59 J. mol-I. K- 1 

I1H=448 J. mol-I 
115=1.3 J. mol-I. K- 1 

Wiswesser Line Notation WNR DOVR D08 
Evaluation B 

CZIHz60Z (c) 
4-Methoxy-4' -hexoxy-trans-stilbene 
Phase Changes 
c/liq 430 K. 

Crystal-isotropic liquid transition. 
liq/Jiq 426 K, 

Nematic-isotropic liquid transition. 
Molecular Weight 310.4352 

72YOUIHAL 

~H=41380 J. mol-I 
~S=96.2 J. mol-I. K- 1 

j.H=791 J. mol-I 

~S= 1.9 J. mol-I. K- I 

Wiswesser Line Notation 60R DIUIR COl -T 
Evaluation B 

CZIHZ7N701-tPz·3HzO (e) 79YAN/RUP 
Nicotinamide adenine dinucleotide trihydrate; NAD 
Heat Capacity 298 K. C p = 773 J. mor-]· K - l 

One temperature. 
Molecular Weight 717.4760 
Wiswesser Line Notation T56 BN DN FN HNJ IZ D- BT50TJ CQ DQ 

EIOPQOPOPIOPOI- BT50TJ CQ DQ E
AT6NJ CYZ &QH 3 

Evaluation C 

C21H300 (c) 92ABB/JIM 
1,1' -Diadamantyl ketone 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 298.4674 
Wiswesser Line Notation L66 B61B-H/DI A B- C IB ITJ BV- BL66 

B61B-HIDI A B- C IB ITJ 
Evaluation B 

C21 H38 (Jiq) 63GUD/CAM 
9-(2' -Ethylhexyl)perhydroftuorene 
Heat Capacity 313 K, Cp =61OA J. mol-I. K- I 

Temperature range 313 to 583 K. 
Molecular Weight 290.5312 
Wiswesser Line Notation L B656TJ HIY4&2 
Evaluation C 

C21 H38 (liq) 63GUDICAM 
1,1,3-Tricyclohexylpropane 
H('::at C'ap::adty 373 K, Cp -638.1 J mol-I K-I 

Temperature range 373 to 583 K. 
Molecular Weight 290.5312 
Wiswesser Line Notation L6TJ AY2AL6TJ&- AL6TJ 
Evaluation C 

CZIH3S06 (Jiq) 76PHIIMAT 
Tricaproin; Glyceryl tricaproate 
Heat Capacity 313 K, Cp = 753 J. mol-I. K- I 

Temperature range 313 to 413 K. 
Molecular Weight 386.5276 
Wiswesser Line Notation 5YOIYOY5&10Y5 
Evaluation C 

C 21 H4o (Jiq) 63GUD/CAM 
4-n-Nonylbieyc1ohexyl 
Heat Capacity 313 K, Cp =578.8 J. mol-I. K- I 

Temperature range 313 to 483 K. 
Molecular Weight 292.5470 
Wiswesser Line Notation L6TJ A -AL6TJ D9 
Evaluation "C 

C21H.uBrzNz (c) 74BURIYER 
1,3-Bis( trial I y lammoni um)propane dibromide 
Heat Capacity 298 K, CI' 538.1 J. mol-I. K- I 

Tl::llIfJl::ll.llUIl: lallge 273 lO 373 K. 

Molecular Weight 482.3842 

Wiswesser Line Notation 1 U2K2U 1 &2U I &3K2U 1 &2U 1&2U 1 2 
Evaluation B 

C21H-tzOz (c) 
Ethyl nonadecanoate 
Phase Changes 
c,lVc.l 309.2 K, 

Heat of transition at melting point. 
Molecular Weight 358.5604 
Wiswesser Line Notation 18Y02 
Evaluation B 

36KIN/GAR 

.0.H=6631 J. mol-I 
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C21H420 2 (c) 
Methyl eicosanoate 
Phase Changes 
clliq 318.56 K, 
Molecular Weight 358.5604 
Wiswesser Line Notation 19VOI 
Evaluation B 

C21H 420 4 (c) 
2-Monostearin 
Heat Capacity 

One temperature. 
298 K, 

Molecular Weight 358.5604 
Wiswesser Line Notation QIYIQOV17 
Evaluation B 

C'lH."O.1 (c,a) 
1-Monostearin 

36KIN/GAR 

AH=26434 J. mol- 1 

65SILIDAU 

55WARIVIC 

Heat Capacity 298.2 K, Cp =866.0 J. mol-I. K- I 

Temperature range ~74 to 114°C. Give experimental points and 
equations for solid and liquid states. Sub-alpha form, Cll =0.4977+ 
0.00318t cal·g- I. C- I, ~ 13 to 40°C; liquid, Cp = 0.5118 + 
0.00182t cal·g- I. C- I, 87 to 100°C. 

Phase Changes 
c,alliq 347.2 K, 

Molecular Weight 358.5604 
Wiswesser Line Notation Ql YQlOV17 
Evaluation C 

C21H420 4 (c) 
I-Monostearin 
Heat Capacity 298 K, 

One temperature. BL-form. 
Molecular Weight 358.5604 
Wiswesser Line Notation QIYQI0V17 
Evaluation B 

C21 H44 (c) 
n -Heneicosane 
Phase Changes 
c,I1/c,I 

c,IIliq 

305.65 K, 

313.35 K, 

Molecular Weight 296.5786 
Wiswesser Line Notation 21H 
Evaluation B 

CU H44 (iiq) 
n-Heneicosane 
Heat Capacity 315.93 K, 

AH=59095 J. mol-I 
AS= 170.2 J. mol-I. K- I 

65SILIDAU 

55SCHIBUS 

AH=15481 J. mol- I 

AS= 50.6J· mol-I. K- I 

AH=47698 J. mol- I 

AS= 1522 J. mol-I. K- I 

84GRIlAND 

C
p 

666.4 J. mol-I. K- I 

Temperature range 316 to 433 
given as 2.2-1-7 kJ/kg' K. 

K. Unsmoothed experimental datum 

Molecular Weight 296.5786 
Wiswesser Line Notation 21 H 
Evaluation B 

C21 H44 (c) 

Il-Heneicosane 
Phase Changes 
dIld 305.1 K. 
c,IIliq 313.4 K, 
Molecular Weight 296.5786 
Wiswesser Line Notation 21 H 
Ev~uation A 

91BARISCH 

~H= 16500 J·mol- I 

~H = -1-6000 J. mol-I 

C22H13N307 (c) 
Fluoranthene-picric acid 
Phase Changes 
c,IIIc,I 365.6 K, 

clliq 462.4 K, 

Molecular Weight 431.3606 

79FARlSHA 

AH=13800 J. mol- I 

AS= 37.7 J. mol-I. K- I 

AH=24700 J. mol- I 

AS = 53.4 J. mol-I. K- I 

Wiswesser Line Notation L C6566 lA PJ &WNR BQ CNW ENW 
Evaluation B 

C22H13N307 (c) 
Pyrene-picric acid 
Phase Changes 
c,IlIlc,1l 443.2 K, 

c,IIIc,I 456.6 K, 

clliq 506.6 K, 

Molecular Weight 431.3606 

79FARISHA 

AH=2900 J. mol-I 
AS=6.5 J. mol-I. K- I 

AH= 1200 J. mol-I 
AS=2.6J· mol-I. K- I 

AH=32600 J. mol- I 

AS = 64.4 J. mol-I. K- I 

Wiswesser Line Notation L666 B6 2AB PJ &WNR BQ CNW ENW 
Evaluation B 

(C22H14N207)n (c) 77KARIBAZ 
Poly-(p ,p I -diphenylene oxide)pyromellitimide 
Heat Capacity' 300 K, Cp = 592.4 J. mol-I. K- I 

Temperature range 60 to 400 K. 
Entropy 300 K, S = 543.9 J. mol-I. K- I 

Molecular Weight 418.3619 
Wiswesser Line Notation I*ZVR BVQ DVQ EVMR DOR*I 
Evaluation B 

C22H I40 4 (c) 77KARIRAB 
1,4-Bis(phenylglyoxaloyl)benzene 
Heat Capacity 300 K, C

p 
= 435 J. mol-I. K- I 

Temperature range 100 to 
estimated from graph. 

700 K. Data given graphically. Value 

Entropy 300 K, 
Phase Changes 
C!liq 425:1 K, 

Molecular Weight 342.3502 
Wiswesser Line Notation RVVR DVVR 
Evaluation C(Cp )' A(S, Phase changes) 

S = 381.0 J. mol-I. K- I 

AH=32300 J. mol- I 

AS=76.0 J. mol-I. K- I 

C22HlSN404 (c) 79KARISAf 
4' ,4"-DiphenyJenephthalidodicarboxylic acid dihydrazide 
Heat Capacity 298.15 K, Cp 460.7 J. mol-I. K- I 

Temperature range 60 to 298 K. 
Entropy 298.15 K, S = 441.4 J. mol-I. K- I 

Molecular Weight 402.4086 
Wiswesser Line Notation ZMVR DX& BT56 BHOVJ&R& DVMZ 
Evaluation A 
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C22HlS04 (c) 
4,4' -Dipropanoy loxydipheny ldiacetylene 
Phase Changes 
c,lll/c,I1 351 K, 

c.Il/c.I 

c,l/lig 

Solid-nematic. 
(iq/liq 

359 K. 

430 K, 

470 K, 

Nematic-isotropic liquid transition. 
Molecular Weight 346.3818 

840ZC/ASR 

AH=586 J. mo1- 1 

AS=1.674 J. mol-I. K- 1 

AH=75'10 J. mol-I 
AS= 20.96 J. mol-I. K- I 

AH=19400 J. mol- 1 

AS=45.35 J. mol-I. K- I 

AH=1380 J. mo]-I 

AS= 2.929 J. mol-I. K- I 

Wiswesser Line Notation 2VOR DlUU2UUlR DOV2 
Evaluation A 

C22H2oAuN2SSSe4 (c) 89SAIIKAM 
Bis[dimethyl(ethylenedithio)diselenadithiafulvalene} dicyanoaurate(l) 
Heat Capacity 

Temperature range 150 to 250 K. Data given graphically. 
Phase Changes 
c,lI/c,1 180 K, 

Hump between 160 and 190 K. 
Molecular Weight 1081.6999 
Wiswesser Line Notation 
Evaluation A 

AH 100 J. mol-I 

AS=0.5 J. mol-I. K- I 

C22H2oN202 (e) 87BYKlKIP 
3-Phenyl-S-phenoxymethyl-2-N-phenyliminooxazolidine 
Heat Capacity 298.15 K, Cp =400.2 J. mol-I. K- I 

Temperature range 0 to 330 K. 
Entropy 298.15 K, S=426.2 J. mol-I. K- I 

Molecular Weight 344.4122 
Wiswesser Line Notation T5NYOTJ AR BUNR DIOR 
Evaluation A 

C:zzH;WNZ04 (r:) 73HAM/MIT 

N,N' -Bis(m-methoxyphenyl)terephthalamide 
Heat Capacity 298.15 K, Cp =458.1 J. mol-I. K- I 

One temperature. 
Molecular Weight 376.41 I 0 
Wiswesser Line Notation lOR CMVR DVMR CO 1 
Evaluation C 

Cn H 20N20.. (c) 73HAM/MIT 
N.N' -Bis(p-methoxyphenyl)terephthalamide 
Heat Capacity 298.1S K. Cp =467.8 J. mor- I. K- I 

Onf' tt'.mpf'rMllrt' 

Molecular Weight 376.4110 
Wiswesser Line Notation lOR DMVR DVMR DOl 
Evaluation C 

C 22H240 6 (c) 74ANDIBAC 
Di(p-methoxyphenyl)-trans-cyclohexane-l,4-dicarboxylate 
Heat Capacity 297.0 K, Cp 478.5 J. mol- 1• K- I 

Temperature range 297 to 550 K. Value is un smoothed experimental 
datum. 

Phll~p Chllngp.o;: 

c,II1c,I 411.58 K, b.H 4806 J. mol-I 
b.5 11.69 J. mol-I. K- I 

c,I/liq 416.16 K, b.H = 31481 J. mol-I 
AS = 76.51 J. mol-I. K- I 

Crystal I - nematic liquid transition. 
liq/Iiq 516.0 K, t:..H = 2865 J. mol-I 

AS = S.7 J. mol-I. K- 1 

Nematic - isotropic liquid transition. 
Molecular Weight 384.4280 
Wiswesser Line Notation L6TJ AVOR B01& DVOR DOl 
Evaluation A 

C22H26 (c) 83KRAlBEC 
1, I' -Diphenyl-l, I' -bieyclopentane 
Heat Capacity 298 K, Cp =375.S J. mol-I. K- I 

One temperature. Cp given as 0.309 cal.K-I.g- l • 

Molecular Weight 290.4474 
Wiswesser Line Notation L5TJ AR A- AL5TJ AR 
Evaluation B 

C22H26F6FeN402P (c) 90S0RlMAE 
Bis-[N-( l-aeetyl-2-propylidene ) (2-pyridylrnethyI) amine )iron(III) 
phusphorus hexafluoride 
Heat Capacity 298.15 K, Cp = 623.479 J. mol-i. K- I 

Temperature range 5 to 310 K. 
Entropy 298.15 K, S = 731.869 J. mol-I. K- I 

Pha~e Change~ 

c,IIIc,I 190 K, AH=7025 J. mol-I 

AS= 36.19 J. mol- 1• K- 1 

Spin-crossover, 120 to 280 K. 
Molecular Weight 579.2842 
Wiswesser Line Notation T6NJ BINY1&UIVI 2 .FE P F 6 
Evaluation A 

C22H26N203 (c) 88FANIPOE 
4-n-Pentanoyl-4-n '-pentanoyloxyazobenzene 
Phase Changes 
l,:/liy' 355.1 K, CHf=71lJU J. mol J 

AS=20.00 J. mol-I. 
Solid-smectic 2. 

liq/liq 377.1 K, !lH=4690 J. mol'-I 

~S= 12.44J· mol-I. 
Smectic 2-smectic 1. 

liq/liq 377.5 K, flH=7682 J. mol-I 

fl5= 20.34 J. mol-I. 
Smectic 1 <::me:ctic A. 

Jiq/Jiq 399.5 K, ..lH=6088 J. mol-I 

~S= 15.24 J. mor-:· 

Smectic A-isotropic. 
Mo)pcuJar Weight 366.4590 

Wiswesser Line Notation 4VR DNUNR DOV4 
Evaluation A 

K- I 

K- I 

K"! 

K- 1 

J. Phys. Chern. Ref. Data. Vol. 25. NO.1. 1996 
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C22H26N203 (c) 83FANIPOE 
4-Propionyl-4'-n-heptanoyloxyazobenzene 
Phase Changes 
liq/liq 358.55 K, AH=84 J·mol- I 

Hexatic - monotropic smectic B liquid transition. 
liqlIiq 362.85 K, AH=1590 J. mol-I 
Smectic A - monotropic hexatic liquid transition. 
clIiq 365.15 K, AH = 24811 J. mol-I 

AS = 67.95 J. mol-I. K- I 

Solid - smectic A. 
liq/liq 414.65 K, AH=5314 J. mol-I 

Smectic A - nematic liquid transition. 
liqlliq' 416.65 K, AH = 920 J. mol-I 

Nematic - isotropic liquid transition. 
Molecular Weight 366.4590 
Wiswesser Line Notation 6VOR DNUNR DV2 
Evaluation A 

C22H27N (c) 

4-Nonyl-4' -cyanobiphenyl 
Phase Changes 
liq/liq ~?O 8 K, 

Smectic A - nematic. 
liq/liq 322.7 K, 

Nematic-isotropic. 
c!liq 

Solid - smectic A. 
Molecular Weight 305.4620 
Wiswesser Line Notation NCR DR D9 
Evaluation D 

83MARfTHO 

I'1H='i J. mol-I 
AS=0.02 J. mol-I. K- I 

AH=1200 J. mol-I 
AS=3.7 J. mol-I. K- I 

AH=34500 J. mol-I 

C22H2sN2NiO.. (c) 72ARAISOR 
Bis[N-(3-methoxysalicylidene)isopropylamine] nickel(II) 
Heat Capacity 299.010 K, Cp=741.87 J. mol-I. K- I 

Temperature range 230 to 343 K. Un smoothed experimental datum. 
Molecular Weight 443.1742 
Wiswesser Line Notation T6 C6-NI- BO JNJ DOl JYI&I A-& AT6 

C6-NI- BO JNJ DOl JY1&1 
Evaluation B 

T(glass)= 297.5 K, !l.Cp = 172 J. mOrl. KI. 

C22HzsOz (c) 
4-Methoxy-4' -heptoxy-trans-stllbene 
Phase Changes 
liq/liq 421 K, 

Nematic-isotropic liquid transition. 
clliq 423 K, 

Crystal-isotropic liquid transition. 
Mulecular Wci~ht 324-.4620 

72YOUIHAL 

!1H 665 J. mol-I 
.lS 1.6 J. mol-I. K- I 

:lH=42760 J. mol-I 
.:15=101.1 J. mol-I. K- I 

Wiswesser Line Notation 70R DlUIR DOl -T 
Evaluation B 

C22H 2s0 2 (c) 

Norethindrone acetate 
Phase Changes 
c/liq -1-80 K. 

Molecular Weight 324.-1-620 

79LEWIENE 

~H=27300 J. mol-I 
~5=56.9 J. mol-I. K- I 

Wiswesser Line Notation L E5 B666 OV MUTJ EI FYI FIUUI 
Ev~uation A 

.1 Ph\lC> r.hl"m ~I"f f)l'ltl'l. Vol. 25. NO.1. 1996 

Cz2H29NO (c) 83S0RfTAN 
N-p-n -Pentyloxybenzylidene-p , -n-butylaniline 
Heat Capacity 298.15 K, Cp = 512.71 J. mol-I. K- I 

Temperature range 11 to 393 K. C p = 2.3491T -187.67 J. mol-I. 
K- I (11 to 299.69 K). Cp value is calculated from equation. 

Entropy 280 K, 5 = 478.16 J. mol-I. K- I 

Phase Changes 
clliq 299.69 K, 

Solid-smectic G liquid transition. 
liqlliq 325.72 K, 

Smectic G - nematic liquid transition. 
liqlliq 342.48 K, 

Nematic - isotropic liquid transition. 
Molecular Weight 323.4772 

AH=22680 J. mol-I 
A5=75.70 J. mol-I. K- I 

AH=7110 J. mol-I 
AS= 21.79 J. mol-I. K- I 

ilH= 1780 J. mol-I 
il5=5.22 J. mol-I. K- I 

Wiswesser Line Notation 50R D 1 UNR D4 
Evaluation A 

C22H29NO (gls) 83S0RITAN 
N-p-n-Pentyloxybenzylidene-p '-n-butylaniline 
Heat Capacity 300 K, C p 561.46 J. mol-I. K- 1 

Temperature runge 10 to 320 K. 

Entropy 300 K, S = 588.03 J. mol-I. K- I 

Molecular Weight 323.4772 
Wiswesser Line Notation 50R D 1 UNR D4 
Evaluation A 

Glassy and undercooled SG phase. 

C22H36Br2N2 (c,II) 74BURIVER 
1,4-Bis( triallylammonium)butene-2-dibromide 
Heat Capacity 298 K, C p = 582.4 J. 

Temperature range 273 to 373 K. 
Phase Changes 
c,lIfc,l 430 K, ilH=9200 J. mol- 1 

AS=21.4 J. mol-I. K- 1 

Temperature range 425 to 436 K. 
Molecular Weight 494.3951 
Wiswesser Line Notation 1U2K2Ul&2Ul&2U2K2Ul&2Ul&2Ul&E 

&E 
Evaluation B 

C22H36Nz04 (\;) 89LEB/KIP 
1 A-Bis-(2,2,6,6-tetramethyl-4-oxy-l-oxYlpiperidyl) butadiyne 
Heat Capacity 298.15 K, C p 562.2 J. mol-I. K- 1 

Temperature range 5 to 330 K. 
Elltwpy 298.15 K, S = 579.1 J mol-I K-I 

Molecular Weight 392.5374 
Wiswesser Line Notation T6NTJ Bl Bl DQ Fl Fl AOIUU2UUIO

AT6NTJ Bl Bl DQ Fl FI 
Evaluation B 

Empirical formula in 89LEB/KIP is given as C22H34N204' 

(CzzH36Nz04)n (c) 89LEBIKIF 
Poly-l ,4-bis-(2,2.6.6-tetramethy 1-4-oxy-I-oxy Ipiperidy I)butadiyne 
Heat Capacity 298.15 K, C p = 531.3 J. mol-I. K- I 

Temperature range 5 to 330 K. 
Entropy 298.15 K, 5 = 572.5 J. mol- J. K- I 

Molecular Weight 392.5374 
Wiswesser Line Notation 1T6NTJ BI Bl DQ Fl FI AO *YUIUIUY-" 

AT6NTJ Bl BI DQ Fl FII 
Evaluation B 

Empirical formula in 89LEB/KIP is given as C22H34N204' 
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C22H4204 (Jig) 850VC/MOS 
Di(2-ethylhexyl)adipate 
Heat Capacity 300 K, 

Temperature range 6 to 300 K. 
Entropy 300 K, 
Phase Changes 
C/liq 161.5 K 

Glass transition. 
Molecular Weight 370.5714 
Wiswesser Line Notation 4Yl&10V4VOIY1&4 
Evaluation A 

C22H4204 (Jig) 
Di-n-hexyl sebacate 
Heat Capacity 303.15 K, 

Temperature range 303 to 393 K. 
Phase Changes 
c/liq 274 K 
Molecular Weight 370.5714 
Wiswesser Line Notation 60V8V06 
Evaluation B 

C22H.u 0 4 (Jig) 
Di-n-hexyl sebacate 
Heat Capacity 315 K, 

Temperature range 315 to 414 K. 
Molecular Weight 370.5714 
Wiswesser Line Notation 60V8V06 
Evaluation C 

C22H4204Pb (c,II) 
Lead(II) undecanoate 

75PHIIWAL 

Cp = 711 J. mol-I. K- I 

76PHIIMAT 

Cp = 732 J. mol-I. K- 1 

78ADE/SIM 

Heat Capacity 365 K, C I' = 894 J. mol- I. K - I 
Temperature range 363 to 371 K. Data only graphically for c,III. Data 
also for c,l, and liquid. 

Phase Changes 
c,IIIIc,II 360.9 K, 

cJI and c,I, are mesophases. 
c,II1c,I 377.0 K, 

c,I1lig 383.7 K, 

Molecular Weight 577.7714 
Wiswesser Line Notation OVIO 2 .PR 
Evaluation C 

CuH~ (c) 

1.1.10.10-TetramethylcycJooctadecane 
Phase Changes 
clliq 359 K. 

:\Iolecular Weight 30S.5S96 

Q.H=50700 J. mol- 1 

!J.5= 140 J. mol-I. K- 1 

6.H=27500 J. mol- 1 

!J.5=73 J. mol-I. K- I 

!J.H=IIOO J. mol-I 
!J.5=2.9 J. mol-I. K- I 

69BORIDAL 

~H=39581 J. mol-I 
..lS-11O J mol-I. K-I 

Wiswesser Line Notation L-IS-TJ A I A I J I J I 
Evaluation B 

C22H~l\'202 (c) 

N.N' -Di-Il-hcxy Isebacamide 
Heat Capacity 333--1-S3 K. 
Phase Changes 
c/liq -1-15 K. 

Molecular Weight 368,60 IS 
Wiswesser Line Notation 6MVSVM6 
Evaluation C 

53WILIDOL 

~H=53680 J. mol-I 
~5= 129.3 J, mol-I, K- I 

C22H440 Z (c) 
Ethyl eicosanoate 
Phase Changes 
c,IIIc,I 

13- a transition. 
396.65 K, 

c,Iiliq 313.51 K, 
a-lig transition. 

Molecular Weight 340.5884 
Wiswesser Line Notation 19V02 
Evaluation B 

34KIN/GAR 

!J.H=7781 J. mol- I 

I1H = 15575 J. mol-I 

Data on the specific heats are given at or near the phase transitions. 

C22H44OZ (c,Il) 
Butyl octadecanoate 
Phase Changes 
c,IUd 288.4 K, 

c,llllq 299.72 K, 
299.72 K, 

Molecular Weight 340.5884 
Wiswesser Line Notation [7V04 
Evaluatlon A 

C22H46 (c,II) 
n-n()("O~llne. 

86KALIJAC 

I1H =2220 J. mol-I 
115=7.70 J. mol-I. K- I 

I1H=37480 J. mol-I 
115=121.5 J. mol-I. K- I 

31GARIVAN 

Heat Capacity 299 K, Cp = 563.6 J. mol-I. K- 1 

Temperature range 280 to 347 K. Mean value 17 to 35°C, {3-form. 
Phase Changes 
c,IIic,I 

f3-a transition. 
c,Uliq 

313.4 K, 

317.0 K. 

Molecular Weight 310.6054 
Wiswesser Line Notation 22H 
Evaluation B 

C22H46 (c) 
n-Docosane 

Phase Changes 
c,II1c,I 

c,I1liq 

316.15 K, 

-317.15 K. 

Moleculal' Weight 310.6054 

Wiswesser Line Notation 22H 
Evaluation B 

I1-Docosane 

I1H=8950 J. mol-I 
115=28.6 J. mol-I. K- I 

!J.H=15210 J. mor- I 

115= 48.0J· mol-I. K- 1 

55SCHIBUS 

I1H=28870 J. mol-I 
6.5= 92.12 J. mol-I. K- I 

I1H=48953 J. mo]-I 
115= 154.4 J. mol-I. K- I 

69ATKILAR 

Heat Capacity 353 K, C p 739 J. mol-I. K- I 

Temperature range 353 to 453 K. Equation on Iy 
Molecular Weight 310.6054 
Wiswesser Line Notation 22H 
Evaluation C 

C22H-t6 (c) 
n-Docosane 
Phase Changes 
c,IVcJ 

cJ/lig 

316.25 K, 

317.25K, 

Molecular Weight 310.6054 
Wiswesser Line Notation 22H 
Evaluation B 

73COM 

ilH=28200 J. mo]-I 
il5= 89.2 J. mol-I'. K- I 

ilH=48952 J. mol- I 

!J.5= 154.3 J. mol-I. K- I 

J. PhV5. Chern. Ref. Data. Vol. 25. No, 1. 1996 
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Cl2H46 (c) 

n-Docosane 
Phase Changes 
c,II/c,! 

c,IIliq 

315.15 K, 

316.05 K, 

Molecular Weight 310.6054 
Wiswesser Line Notation 22H 
Evaluation B 

n-Docosane 

79CLAILET 

6..H=29505 J. mol-I 
6..S= 93.6 J. mol-I. K- I 

6..H=47837 J. mol-I 
6..S= 151.4 J. mol-I. K- I 

81HOE 

Heat Capacity 300 K, C p = 468 J. mol-I. K- I 

Temperature range 300 to 500 K. C v = 1.48 J. g -I. K- I. 
Molecular Weight 310.6054 
Wiswesser Line Notation 22H 
Evaluation B 

CZZH46 (c) 
n-Docosane 
Phase Changes 
clliq 316.9 K, 
Molecular Weight 310.6054 
Wiswesser Line Notation 22H 
Evaluation A 

C2lH46 (liq) 
n-Docosane 
Phase Changes 
c,IIIc,! 315.5 K, 
c,IIliq 316.8 K, 
Molecular Weight 310.6054 
Wiswesser Line Notation 22H 
Evaluation A 

C22H46 (c) 
n-Docosane 
Phase Changes 
c,IIIc,I 
c,Vliq 

314.45 K, 
315.20 K, 

Mo\e(;uiar Weight 310.{'054 

Wiswesser Line Notation 22H 
Ev~uation A 

9IBARISCH 

6..H=78500 J. mol- I 

91CLAILET 

6..H=28605 J. mol- I 

6..H=47801 J. mol-I 

9lDOMIWYR 

6..H=36350 J. mol- I 

tlH=39760 J. mol- t 

CU H48 (Jiq) 58SEL/AST 
B is( eye lopentane )-2,2-dimethylbutane adduct 
Heat Capacity 298.15 K, Cp 148.66 J. mol-I. K- 1 

Temperature range 14 to 300 K. 
Entropy 298.15 K, S = 689.61 J. mol-to K- I 

Does not include zero point entropy. 
Phase Changes 
L:.Jlfl:,I 83.2 K. ~H-4128.4 J. lllul- I 

..lS= 49.62 J. mol-I. K- 1 

c.I/liq \37.71 K, ..lH=2513.7 J. mol-I 

..lS= 18.25 J. mol-I. K- 1 

Molecular Weight 312.6212 

\Viswesser Line Notation L5TJ 2 &2X 1& \ & 1 
Evaluation A 

.1 Phv~ Chp.m. Rp.f. Data. Vol. 25. No.1. 1996 

C22HsoBrlNl (c,Il) 74BURIVER 
1,10-Bis( triethylammonium)decane dibromide 
Heat Capacity 298 K, Cp = 640.2 J. mol-I. K- 1 

Temperature range 273 to 373 K. 
Phase Changes 
c,IIIc,I 444 K, 

Temperature range 437 to 452 K. 
Molecular Weight 502.4584 

6..H=840 J. mol-I 
6..S=1.9 J. mol-I. K- I 

Wiswesser Line Notation 2K2&2&1OK2&2&2 E 2 
Evaluation B 

C23HlSN307 (c) 
1,2-Benzfiuorene picric acid 
Phase Changes 
clliq 402.7 K, 

Molecular Weight 445.3874 

79FARISHA 

AH=45600 J. mol-I 
AS= 113.2 J. mol-I. K- I 

Wiswesser Line Notation L D6 B566 CHJ &WNR BQ CNW ENW 
Evaluation B 

C23HlSN307 (c) 
2,3-Benzfiuorene picric acid 
Phase Changes 
cfliq 392.8 K, 

Molecular Weight 445.3874 

79FARISHA 

6..H=33500 J. mol-I 
6..S= 85.3 J. mol-I. K- I 

Wiswesser Line Notation L D6 B656 LHJ &WNR BQ CNW ENW 
Evaluation B 

C23H 17N (c) 84BYKIKlP 
2,4,6-Triphenylpyridine 
Heat Capacity 298.15 K, Cp = 358.6 J. mol-I. K- I 

Temperature range 14 to 330 K. 
Entropy 298.15 K, S=371.6 J. mol-I. K- I 

Molecular Weight 307.3940 
Wiswesser Line Notation T6NJ BR DR FR 
Evaluation A 

C23H17N (c) 85LEB/BYK 
2,4,6-Triphenylpyridine 
Rteal Capacity 298.15 K, 

Temperature range 5 to 330 K. 
Entropy' 298:i5 K, S 371.6 J. mol-I. K- I 

Molecular Weight 307.3940 
'Viswcsscr Linc N()tati()n T6NJ BR DR FR 

Evaluation A 

88 FANIPOE 
4-n-Pclltll.l1oyl-4-n '-hcli.cmoyloxYll.zobcnzcnc 

Phase Changes 
c,lVc,I 323.8 K, tlH=4665 J. mol- I 

tlS= 14.41 J. mol-I. K- 1 

cJ/liq 365.1 K, .6.H-7117 J mol- I 

tlS= 19.49 J. mol-I. K- 1 

Solid-smectic 3. 
liq/liq 375.2 K, tlH=3360 J. mol- 1 

AS= 8.954 J. mol-I. K-I 

Smectic 3-smectic 1. 
liq/liq 377.5 K, t:.H=9569 J. mol- I 

t:.S= 25.35 J. mol-I. K- I 

Smectic l-smectic A. 

liq/liq 401.2 K, tlH=5812 J. mol-I 
.:lS= 14.49}· mol-I. K- I 

Smectic A-isotropic. 
Molecular Weight 380.4858 
Wiswesser Line Notation 5VOR DNUNR DV4 
Evaluation A 
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C23H28Nz03 (c) 
4-Propionyl-4' -n-octanoyloxyazobenzene 
Phase Changes 
liq/liq 353.75 K, 

Smectic A-nematic. 

liq/liq 359.85 K, 
Nematic-isotropic. 

clliq 369.65 K, 

Solid-smectic A. 
liq/liq 416.15 K, 

Smectic A-monotropic hexatic. 
liq/liq 416.65 K, 

Hexatic-monotropic Smectic B. 
Molecular Weight 380.4858 

83FANIPOE 

6.H=42 J. mol- l 

6.H = 1423 J. mol- l 

6.H=27489 J. mol- l 

6.5= 74.36 J. mol-I. K- 1 

6.H = 5314 J. mol- l 

6.H = 1004 J. mol- I 

Wiswesser Line Notation 7VOR DNUNR DV2 

Evaluation A 

Cz3Hz9N (c) 
DecyJcyanobiphenyl 
Phase Changes 
liq/liq 

Smectic A - isotropic. 
c/liq 

Solid - smectic A. 
Molecular Weight 319.4888 
Wiswesser Line Notation NCR DR DIO 
Evaluation D 

CZ3H3Q02 (c) 
4-Methoxy-4' -octoxy-trans-stilbene 
Phase Changes 
liq/liq 419 K, 

Nematic-isotropic liquid transition. 
c/liq 424 K, 

Crystal-isotropic liquid transition. 
Molecular Weight 338.4888 

83MARITHO 

flH=2830 J·mol- 1 

flH=36000 J·mol- l 

72YOUIHAL 

6.H=971 J. mol-I 

6.5=2.3 J·mol- I. K- I 

flH=41925 J. mol- l 

6.5=98.9 J. mol-I. K- I 

Wiswesser Line Notation 80R DIU 1 R DO 1 -T 
Evaluation B 

C23H31NO (c) 83YOS/SOR3 
N-p-n-Hexyloxybenzylidene-p' -n-butylaniline 
Heat Capacity 298.15 K, C p = 512.02 J. mol-I. K- I 

Temperature range II to 393 K. 
Entropy 298.15 K, 
Phase Changes 
clliq 306.60 K, 

Solid-smectic G. 
liqlliq 331.56 K. 

Smectic G-smectic B. 
liq/liq 332.86 K, 

Smectic B-smectic A. 
ligllig 343.24 K. 

Smectic 1\ nematic. 

liq/liq 350.92 K. 

Nematic-isotropic. 

Molecular Weight 337.5040 

5 = 537.57 J. mol-I. K- I 

6.H=23290 J. mol- 1 

flS= 75.98J· mOr-l. K- 1 

AH=1504 J. mol-- ' 
flS=2.53 J. mol-I. K- 1 

6.H=3370 J. mol-I 
~S= 10.14 J. mOr-l. K- I 

~H=3200 J. mol-I 

~S=9.37 J. mol-I. K- 1 

.1H= 18901-. mol-I 

.15=5.37 J. mol-I. K- I 

Wiswesser Line Notation 60R D 1 UNR D4 
Evaluation A 

C23H 31NO (gls) 83YOS/SOR3 
N-p-n-Hexyloxybenzylidene-p' -n-butylaniline 
Heat Capacity 300 K, Cp = 595.14 J. mol-I. K- I 

Temperature range 10 to 310 K, 

Entropy 300 K, 5=615.04 J. mol-I. K- I 

Residual entropy of the glassy state at 0 K was estimated to be 7.51 
:1:0.63 J. mol-I. K- I. 

Molecular Weight 337.5040 
Wiswesser Line Notation 60R DIUNR D4 

Evaluation A 

Cz3H440 S (c,ll') 55WARIVIC 
l-Aceto-3-stearin 
Heat Capacity 29%.2 K, C p = 93'3.5 J. mol-[· K-[ 

Temperature range -71 to 72 °C. Give experimental points and 

equations for 2 solid and liquid states. Sub-alpha form, 
Cp =O.4471+0.00133t cal.g- I . C- l (-73 to -1°C); alpha fonn, Cp 

=0.4513+0.00434t cal· g-l. C- I, (-1 to 27°C); liquid, 
Cp =O.2290+0.0068t cal· g-l. C- I (57 to 87°C). 

Phase Changes 
c,a1iiq 319.9 K, 

Molecular Weight 400.5976 

~H=41685 J. mol- 1 

flS= 130.3 J. mol-I. K- I 

Wiswesser Line Notation 17VOIYQlOVI 
Evaluation C 

CZ3H460Z (c) 
Methyl behenate 
Phase Changes 
C/liq 324.99 K, 
Molecular Weight 354.6152 
Wiswesser Line Notation 21VOl 
Evaluation B 

C23H48 (c) 
n -Tricosane 
Phase Changes 
c,II1c,I 

c,llliq 

313.65 K, 

320.65 K, 

Molecular Weight 324.6322 

Wiswesser Line Notation 23H 
Evaluation B 

Cz3H48 (Jig) 
n -Tricosane 
Heat Capacity 353 K, 

Temperature range 353 to 453 K. 
MoJpt'uJar Wl'ight 324..6322 

Wiswesser Line Notation 23H 
Evaluation C 

CnH48 (c) 

n -Tricosane 
Phase Changes 
c/liq 319.7 K, 

Relative error in determination :t 5% . 
Molecular Weight 324.6322 
Wiswesser Line Notation 23H 
Evaluation C 

36KL\J"/GAR 

flH=29199 J. mol-I 

55SCHIBUS 

6.H=21757 J. mol-I 
AS= 69.4. J. mol-I. K- I 

6.H=53974 J. mol- 1 

~S= 168.3 J. mol-I. K- I 

69ATKILAR 

84SYUITUM 

~H=76700 J. mol-I 
AS= ]39.9 J. mol-I. K- I 

J. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 
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C23H48 (c) 
n -Tricosane 
Phase Changes 
e,IUe,I 313.5 K, 
e,Uliq 320.8 K, 
Molecular Weight 324.6322 

Wiswesser Line Notation 23H 
Evaluation A 

C24H12 (c) 
Coronene 
Heat Capacity 298.15 K, 

Temperature range 5 to 350 K. 
Entropy 298.15 K, 
Phase Changes 
e,IUc,I 225 K, 

Molecular Weight 300.3588 

9IBARISCH 

tlH = 21500 J. mol-I 
tlH = 52250 J. mol-I 

80WON/wES 

S = 280.9 J. mol-I. K- I 

tlH=444 J. mo)-I 
tlS=1.84 J. mol-I. K- I 

Wiswesser Line Notation L666 B6 C6 D6 E6 6ABCDEF A&J 
Evaluation A 

C24H12N4 (e) 
Anthracene TCNB; Anthracene-l,2A,5-tetracyanobenzene 
Heat Capacity 

Temperature range 140 to 240 K. Data given graphically. 
Phase Changes 
c,IIUe,IJ 

87ECOIBER 

e,IUc,I 
208.5 K 
211.5 K, tlH=151 J. mol-I 

tlS=0.71 J. mol-I. K- 1 

Total enthalpy and entropy between 180 and 215 K. 
Molecular Weight 356.3856 
Wiswesser Line Notation NCR BCN DCN ECN &L C666J 
Evaluation B 

(C24H 12N6)n (c) 88LEBIBYK 
Pulytridzillc 

Heat Capacity 298.15 K, 
Temperature range 0 to 330 K. 

Entropy 298.15 K, 
Molecular Weight 38-1.3000 

Wiswesser Line Notation rr6N CN ENJ BR DYUN*&* DR DYUN*&* 
FR DYUN*&*I 1/3 

Evaluation A 

CZ4H'5NJ07 (c) 
Triphenylene picric acid 
Phase Changes 
e/liq 501.4 K, 

Molecular Weight 457.3984 

79FARISHA 

~H=46900 J. mol-I 
~5= 93.6J· mol-I. K- I 

wiswesser Line Notation L B6 H666J &WNR BQ CNW ENW 
Evaluation B 

C24H,sN30 7 (e) 
1.2-Benzanthraeene picric acid 
Phase Changes 
c/liq 414.3 K. 

Molecular Weight 457.3984 

79FARISHA 

~H=32200 J. mol-I 
;l5= 77.7 J. mol-I. K- I 

Wiswesser Line Notation L D6 C666J &WNR BQ CNW ENW 
Evaluation B 
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C24H18 (Jiq) 
m -Quaterphenyl 
Heat Capacity 370 K, 

Temperature range 200 to 600 OF. 
Molecular Weight 306.4062 
Wiswesser Line Nutatiull RR CR CR 

Evaluation C 

C Z-4" 18 (c.) 
1,3,5-Triphenylbenzene 
Heat Capacity 298. I K, 

Temperature range 90 to 300 K. 

58WALIBRO 

~nPARrron 

Entropy 298.1 K, S = 367.4 J. mol-I. K- 1 

Extrapolation below 90 K, 114.64 J. mol-I. K- 1• 

Molecular Weight 306.4063 
Wiswesser Line Notation RR CR ER 
Evaluation B(Cp)'C(S) 

Cz4H18 (c) 
1,3,5-Triphenylbenzene 
Heat capacity 298.15 K, 

Temperature range 13.8 to 480 K. 
Entropy 298.15 K, 
Phase Changes 
l,;/li4 446 K, 

Molecular Weight 306.4063 
Wiswesser Line Notation RR CR ER 
Evaluation A 

C24H18 (c) 
p -Quaterphenyl 
Phase Changes 
c/liq 587.2 K, 

Molecular Weight 306.4062 
Wiswesser Line Notation RR DR DR 
Evaluation A 

C24H18 (I,;) 
p -Quaterphenyl 

82LEBIBYK 

S 375.5 J. mol-I. K- I 

All -33400 J. lllul- I 

~S= 75.1 J. mol-I. K- I 

79SMI 

D..H=37800 J. mol-I 
tl5= 64.4 J. mol-I. K- 1 

82WAS/RAD 

Heat Capacity 300K, Cp = 340 J. mol-I. K- I 

Temperature range 180 to 600 K. Data given graphically. Value 
estimated from graph. 

Phase Changes 
c,IIIIc ,II 
c,IUcJ 
c/liq 

190-260 K, 
450-540 K, 
586.7 K, 

Molecular Weight 306.4062 
Wiswesser Line Notation RR DR DR 
Evaluation C( C r), B(Phase changes) 

Cz4Hl8 (e) 
p-Quaterphenyl 
Heat Capacity 298.15 K, 

Temperature range 3 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c,ll/c,I 233.0 K. 

Transition region 180 to 270 K. 
Molecular Weight 306.4062 
Wiswesser Line Notation RR DR DR 
Evaluation A 

~H=1100J· mol- I 

D..H= 1000 J. mol- I 

tlH=57600 J. mol- I 

tlS= 98.2 J. mol-I. K- I 

85SAI/ATA 

5 363.64 J. mol-I. K- I 

D..H=414 J. mol- I 

D..5=1.82 J. mOr-l. K- I 
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C24H1SFe02 (c) 8ITOM/CUR 
1,1' -Dibenzoylferrocene 
Heat Capacity 298 K, C p 466.1 J. mol-I. K- I 

Temperature range 293 to 353 K. Equati9ni giyen. 
Phase Changes 
clliq 379.7 K 
Molecular Weight 394.2520 
Wiswesser Line Notation L5¢J AVR ¢-FE- -¢L5¢J AVR 
Evaluation B 

C24H20BK (c) 57DAV/STA 
Potassium tetraphenyl boron 
Heat Capacity 298.15 K, Cp = 418.23 J. mol-I. K- I 

Temperature range 20 to 298 K. 
Entropy 298.15 K, S = 440.16 J. mol-I. K- I 

Molecular Weight 358.3303 
Wiswesser Line Notation RBR&R&R &-K-
Evaluation B 

C.NHZQBRb (c) 57DAV/ST.1\.. 

Rubidium tetraphenyl boron 
Heat Capacity 298.15 K, Cp = 412.96 J. mol-I. K- 1 

Temperature range 20 to 298 K. 
Entropy 298.15 K, S 444.76 J. mol-I. K- 1 

Molecular Weight 404.Q998 
Wiswesser Line Notation RBR&R&R &-RB-
Evaluation B 

C24H2oCrI (c) 72NIKISAF 
Bis(biphenyl)chromium iodide 
Heat Capacity 298.15 K, C p -137.2 J mol-I K- I 

Temperature range 60 to 298.15 K. 
Entropy 298.15 K. S 424.7 J. mol-I. K- I 

Molecular Weight 487.3225 
Wiswesser Line Notation L6¢JA- AL6tbJ ¢-CR-¢L6¢JA- AL6¢J &1 
Evaluation B 

C2~1I20Si (c) 31SMIIAND2 

TetraphenylsiIane 
Heat Capacity 298.5 K. Cp 395.8 J. mol-I. K- I 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 336.5075 
Wiswesser Line Notation R-SI-R&R&R 
Evaluation B 

C2~H2oSn (c) 3lSMUAND2 
Tetraphenylstannane: Tetraphenyl rin 
Heat Capadl) 298.5 K. C p 426.3 J. mol- I. K I 

Temperature range 101 to 346 K. Value is un smoothed experimental 
datum. 

Molecular Weight 427.1120 
Wbwcsscr Line Notation R-SN-R&R&R 

Evaluation B 

(C24H22N202)n (c) 89CHE/JAN 
Poly(azomethine) 
Heat Capacity 300 K, Cp 453.1 J. mol-I. K- I 

Temperature range 230 to 620 K. Cp(c)=0.00070178T2+ 1.0658T+ 
70.174 llmol· K (230 to 270 K). Cp(liq) 0.8419T + 371.82 llmol 
. K (350 to 600 K). 

Phase Changes 
liq/liq 534.7 K, AH=20200 J. mol-I 

Disordering transition. 50% crystallinity. 
Molecular Weight 370.4500 
Wiswesser Line Notation I*NR B1 D020R Cl DNUIR Dl*1 
Evaluation B 

Poly(azomethine) with one ethylene glycol spacer. T(glass) = 350 K. 

C24H22N40 (c) 73KARISAP 
4,4' -Dianilino-3,3' -diaminodiphenyl oxide; 4,4' - Dianilino-3,3'-
diaminodiphenyl ether 
Heat Capacity 300 K, C p 458.l J. mol-I. K- I 

Temperature range 20 to 300 K. 
Entropy 300 K, S 431.8 J. mol-I. K- I 

Molecular Weight 382.4640 
Wiswesser Line Notation RMR CZ DOR CZ DMR 
Evaluation B 

C24H220 4 (c) 
4,4' -Dibutanoyloxydiphenyldiacetylene 
Phase Changes 
c,V/c,IV 319 K, 

c,IVI c,II1 368 K, 

c,II1c,I 408 K, 

c,II1c,II,c,II1c,l transitions combined. 
c,I/liq 416 K, 

Solid-nematic. 
Molecular Weight 374.4354 

840ZClASR 

~H=10400 J. mol- I 

~S= 32.51 J. mol-I. K- I 

~H=1510 J. mol- I 

~S= 4.100 J. mol-I. K- 1 

~H= 12.5 J. mol- I 

~S= 0.2929 J. mol-I. K- I 

~H=20100 J. mol- I 

~S 48.28 J. mol-I. K- I 

Wiswesser Line Notation 3VOR D 1 UU2UU I R DOV3 
Evaluation A 

NematIc-IsotroPIc liquid phase change data also given: 453 K, 
~H=1250 J. mol-I, ~S=2.76 J. mol-I. K- I. 

C24H24BN (c) 57DAV/STA 
Ammonium tetraphenyl boron 
Heat Capacity 298.15 K, Cp = 434.93 J. mol-I. K- I 

Temperature range 20 to 298 K. 
Entropy 298.15 K, S == 457.31 J. mol-I. K- 1 

Molecular Weight 337.2703 
Wiswesser Line Notation RBR&R&R &ZH 
Evaluation B 

C24H26I3Fe2 (c) 
I' J"'-Diethylbiferrocenium triiodide 
Heat Capacity 298.15 K, 

Temperature range 5 to 310 K. 
Entropy 298.15 K, 
Phase Changes 
dUd 67.2 K, 
Molecular Weight 806.8769 
Wiswesser Line Notation 
Evaluation A 

91NAKINIS 

S 680.21 J. mol-I. K- I 

~S 2.9 J. mol-I. K- I 
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C24HzsOzSi3 Oiq) 81SHAJDZH 
1,1,1,5,5,5-Hexamethyl-3,3-diphenyltrisiloxane 
Heat Capacity 298 K, C p = 648 J. 

Temperature range 12 to 300 K. 
Entropy 298 K, 
Phase Changes 
clliq 270.49 K, 

Molecular Weight 432.7405 

S = 769 J. mol-I. K- I 

!1H=22753 J. mol- l 

!1S= 84.12 J. mol-I. K- I 

Wiswesser Line Notation I-SI-l&I&O-SI-R&R&O- SI-l&I&1 
Evaluation A 

T(glass) = 178 K. 

C24H3Q (c) 83KRA/BEC 
1, I' -Diphenyl-l, l' -bicycIohexane 
Heat Capacity 298 K, Cp = 403.8 J. mol-I. K- I 

One temperature. C p given as 0.303 CaI.K- I. g -I. 
Molecular Weight 318.5010 
Wi:nfC:O;:O;CI' Lillc Nutatiun L6TJ AR A- AL6TJ AR 

Evaluation B 

Cz..HJONZOJ (I"') 88FANIPOE 
4-n-Pentanoyl-4-n' -heptanoyloxyazobenzene 
Phase Changes 
c,II/c,I 

c,I/liq 

Solid-smectic 1. 

347.1 K, 

371.4 K, 

liq/liq 375.6 K, 

Smectic I-smectic A. 
liqlliq 401.7 K, 

Smectic A-isotropic. 
liq/lig 371.1 K. 

Smectic l-smectic monotropic. 
Molecular Weight 394.5126 

!1H=751O J. mol-I 
/!s= ?Lfi4 J. mol-I. K-I 

!1H= 13272 J. mol-I 

!1S = 35.74 J. mol-I. K- I 

!1H=8707 J. mol-I 
!1S= 23.18 J. mol-I. K- I 

!1H=6832 J. mol-I 
!1S= 17.01 J. mol-I. K- I 

!1H=4623 J. mol- l 

!1S= 12.46 J. mol-I. K- 1 

Wiswesser Line Notation 6VOR DNUNR DV4 
Evaluation A 

C 24H3QN20 3 (c) 
4-Propionyl-4' -n-nonanoyloxyazobenzene 
Phase Changes 
liq/liq 353.25 K, 

Hexatic-monotropic smectic B. 

83FANIPOE 

c/liq 367.15 K, !1H 3017 J. mol- 1 

6.S=8.22J· mor-I. K- I 

Solid smectic A. 

liq/lig 361.05 K, !1H = 1757 J. mol-I 

Smectic A-monotropic hexatic. 
liq/lig 417.15 K. t1H 

Srnecric A-ismrnric
Molecular Weight 394.5126 
Wiswesser Line Notation 8VOR DNUNR DV2 
Evaluation A 

C2-tH3JN (c) 
Undecylcyanobiphenyl 
Phase Changes 
lig/lig ~H=3800 J. mol-I 

Smcctic A - isotropic. 
c/lig t1H = 43200 J. mol-I 

Solid - smectic A. 
Molecular Weight 333.5156 
Wiswesser Line Notation NCR NR D II 

Evaluation D 

7029 J. mol-I 

83MARITHO 
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C24H 320 3 (Jig) 85SHAlZHt 
4-n-Heptoxyphenyl-4' -n-butylbenzoate 
Heat Capacity 312.14 K, Cp = 793.4 J. mol-I. K- I 

Temperature range 312 to 354 K. Unsmoothed experimental datum. 
Phase Changes 
liqlliq 317.3 K. 

Molecular Weight 368.5150 

!1H = 490 J. mol-I 

!1S = 1.54 J. mol-I. K- I 

Wiswesser Line Notation 70R DOVR D4 
Evaluation B 

C24H34 (Jig) 
1,I-Diphenyldodecane 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 

Phase Changes 
c,lI/c,I 191 K, 

c,I/liq 281.4 K, 

Molecular Weight 322.5326 
Wi:o;wc:o;:o;cr Linc Nutatiun 11 YR&R 

Evaluation B 

C24H34 (liq) 
1,1-Diphenyldodecane 

Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,lI/c,I 

c,I/Jig 

191 K, 

281.40 K, 

Molecular Weight 322.5326 
Wiswesser Line Notation 11 YR&R 

Evaluation A 

C24H3S04 (Jig) 
Bis(2-ethylhexyl)phthalate 
Heat Capacity 300 K, 

Temperature range 80 to 360 K. 
Entropy 300. K, 
Phase Chai.ges 
c,lI/c,I 182.5 K, 

Glass phase transition. 
Molecular Weight 390.5618 

60KARlSTR 

S = 684.9 J. mol-I. K- I 

!1H = 1929 J. mol-I 
Ll~ = 10.1 J. mol I. K 1 

!1H = 38844 J. mol-I 

!1S 138.0 J. mol-I. K-' I 

60KARlSTR 

C p = 593.9 J. mol-I. K- I 

S = 684.9 J. mol-I. K- I 

!1H = 1928 J. mol-I 

!1S = 10.1 J. mor- I. K- I 

!1H = 38844 J. mol-I 
!1S = 138.1 J. mol-I. K- I 

69RAB/MAJ 

C,> = 669.4 J. mol-I. K- 1 

S = 755.2 J. mol-I. K- I 

!1H = 1038 J. mol-I 
t...S = 5.82J· mol-I. K- I 

Wiswesser Line Notation 4Y2&lOVR BVOl&Y4&2 
Evaluation c 

C24H3S04 (c) 
Di-(2-ethylhexyl) o-phthalate 

Molecular Weight 390.5618 

Wiswesser Line Notation 4Y2& 1 OVR BVO 1 Y2&4 
Evaluation A 

T(glass) = 182.5 K. 

70MARIR. 

C24H380-t (Jig) 85RAB/T\O' 
Di-(2-cthylhexyI) a-phthalate 
Heat Capacity 298.15 K, C" = 704.7 J. mo]-I. K- I 

Temperature range 14 to 300 K. 
Entropy 298.15 K, 5 = 807.7 J. mol-I. KI 

Molecular Weight 390.5618 
Wiswesser Line Notation 4Y2& IOVR BVO I Y2&4 
Evaluation A 

Data given for glassy state from 10 to 180 K. Glass transitiol 

temperature. T(g\ass) = 182.5 K. 
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C24H 3s0 4 (c) 70MARJRAB 

Dioctyl a-phthalate 
Heat Capacity 300 K, Cp = 707.1 J. mol-I. K- I 

Temperature range 60 to 360 K. 
Entropy 300 K, S = 755.2 J. mol-I. K- 1 

Molecular Weight 390.5618 
Wiswesser Line Notation 80VR BV08 
Evaluation B 

C24H40 (liq) 
1-Phenyl-l-cycIohexyldodecane 
Heat Capacity' 298.15 K, 

Phase Changes 
C/liq 275.8 K, 

Molecular Weight 328.5800 

60KARlSTR 

IlH=35171 J. mol-! 
IlS = 127.5 J. mol-I. K-! 

Wiswesser Line Notation L6TJ AY11&R 
Evaluation B 

C Z4H4{) (liq) 
I-Phenyl-l-cyclohexyldodecane 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropv 298.15 K. 
Phase Changes 
c,IIliq 275.84 K, 

Molecular Weight 328.5800 

60KARlSTR1 

IlH = 35171 J. mol-! 
IlS = 127.7 J. mol-I. K- I 

Wiswesser Line Notation L6TJ AYll&R 
Evaluation A 

C24H46 (c) 60KARlSTR 
2,11-DicycIohexyldodecane 
Heat Capacity 298.1 K, Cp =557.3 Jmol- I ·K-! 
Temperature range 13 to 298 K. Values above 260 K show extensive 
premelting effects. Value given is corrected for premelting. Experimental 
value at 298.09 K is 3566 J·mol-I·K- I. 
Entropy 298.15 K, 
Phase Changes 
c/liq 300.58 K, 

Molecular Weight 334.6274 

S=545.6 J·mol-I·K- I 

IlH=44271 J·mol- I 

IlS= 147.3 J·mol-I·K- I 

Wiswesser Line Notation L6TJ AYI&8Yl&- AL6TJ 
Evaluation B 

C,jH.1/o (c) flOKARISTR 

1.I-DicyciohexyJdodecane 
Heat Capacity 298.15 K 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 5 546.6 J. mol-I. K- I 

Phase Changes 
clliq 300.6 K. IlH = 44267 J. mol-I 

IlS = 147.3 J. mol-I. K- 1 

Molecular Weight 334.6274 
Wiswesser Line Notation L6TJ AYll&- AL6TJ 
Evaluation B 

C24H46 (c) 
1,1-Dicyclohexyldodecane 
Heat Capacity 298.15 K, 

Temperature range 10 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c/liq 300.58 K, 

Molecular Weight 334.6274 

60KARlSTR4 

IlH=44267 J·mol- I 

IlS= 147.3 J·mol-I·K- I 

Wiswesser Line Notation L6TJ AY 11 &- AL6TJ 
Evaluation A 

C24H460 4Cd (c) 
Cadmium(II) n-dodecanoate 
Phase Changes 
c/liq 367.7 K, 

Crystal-mesophase. 
liq/liq 370.5 K, 

Mesophase-liquid. 
Molecular Weight:; 11.03:;0 

Wiswesser Line Notation OV 11 2 .CD 
Evaluation B 

Mercuric dodecanoate; Mercuric laurate 

78KONIRUF 

IlH= 13000 J·mol- I 

IlS=35 J·mol-I·K- I 

IlH= 8600 J·mol- I 

1l5=23 J·m01- I ·K-! 

78ADE 

Heat Capacity 420 K, Cp = 1089.2 J·mol-I·K- I 

Mean value, 413 to 430 K. Data for solid only graphically. 
Phase Changes 
clliq 394.2 K, 

Molecular Weight 599.2150 
Wiswesser Line Notation OVII 2 .HG 
Evaluation C 

C24H460 4Pb (c) 
Lead(II) n-dodecanoate 
Phase Changes 
c/liq 365.2 K, 

Crystal-smectic. 
liq/liq 377.2 K, 

Smectic-isomorphous. 
Jiqlliq 381.2 K, 

Isomorphous liquid. 

Molecular Weight 605.8250 
Wiswesser Line Notation OV II 2 .PB 
Evaluation B 

C24H4604Zn (e) 
Zine(II) n -dodecanoate 
Phase Changes 
c,IlIc,! 
e,Uliq 

372 K, 
407 K, 

Molecular Weight 464.0050 
Wiswesser Line Notation OV II 2 .zN 
Evaluation B 

IlH=94800 J'mol-! 
IlS=240.5 J·mol-I·K- I 

76ADE/SIM 

IlH=48300 J·mol- 1 

IlS= 132 J·mol-I·K-! 

IlH=29800 J'mol-! 
tlS=79.1 J·mol-1·K- t 

IlH=900 J·mo\-J 
IlS=2.5 J·mol-1·K-! 

78KONIRUF 

IlH= 1000 J'mol-! 
IlH=64000 J'mol-! 
IlS=157 J·mol-J·K- I 
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C24H480 z (c) 

Ethyl docosanate; Ethyl behenate 
Phase Changes 
c,II/c,I 312.15 K, 

f3-a transition. 
c,I/liq 

a·liq transition. 
320.95 K, 

Molecular Weight 368.6420 
Wiswesser Line Notation 21 V02 
Evaluation B 

34KIN/GAR 

IlH=9578 J·mol-1 

IlH=19157 J·mol- 1 

Data on the specific heats are given at or near the phase transitions. 

49PARIMOO 
n· Tetracosane 
Heat Capacity 298.15 K, Cp =730.9 J·mol-1·K-1 

Temperature range 80 to 300 K. Specific heat at 290 to 300 K rapidly 
increasing; possible premelting effects. Value may be high. 

Entropy 2915.1.:'5 K, S=651.0 J·mol-I·K- 1 

Extrapolation below 80 K, 160.5 J. mol -1. K- 1 . 
Phase Changes 

Hump in specific heat curve at 250 to 265 K. 
Molecular Weight 338.6590 

Wiswesser Line Notation 24H 
Evaluation B(Cp )' CCS) 

C24Hso (c) 
n· Tetracosane 
Phase Changes 
c,II/c,I 

c,I/liq 

321.25 K, 

323.75 K, 

Molecular Weight 338.6590 
Wiswesser Line Notation 24H 
Evaluation B 

n· Tetracosane 

55SCHIBUS 

IlH=3l296 J·mol- 1 

IlS=97.4 J·mol-1·K- 1 

IlH=54894 J·mol- 1 

IlS= 169.5 J·mol-1·K- 1 

69ATKILAR 

Heat Capacity 353 K, Cp =805 J·mol-1·K- 1 

Temperature range 353 to 453 K. Equation only. 
Molecular Weight 338.6590 
Wiswesser Line Notation 24H 
Evaluation C 

C24HSO (c) 73COM 
/1. Tetracosane 
Phase Changes 
c,II/cJ 

c,l/liq 

321.35 K, 

323.85 K, 

Molecular Weight 338.6590 
Wiswesser Line Notation 24H 
Evaluation B 

/1. Tetracosane 

:.lH=3l296 J·mol- 1 

;1S=97.4 J·mol-J·K-1 

~H=54894 J·mor· l 

::.S~ 169.6 J'mol-1'K- 1 

81HOE 

Heat Capacity 300 K. C p= 60 I J ·mol- 1. K- I 

Temperature range 300 to 500 K. C,.= 1.75 J.g-I·K- I. 
Molecular ",,'eight 338.6590 
Wiswesser Line Notation 24H 
Evaluation B 

J. I-'nvs. l;nem. HeT. uata. VOl. ~::>. NO.1. 1 ~~o 

C24HSO (liq) 
n· Tetracosane 
Heat Capacity 330.63 K, 

Temperature range 331 to 433 
given as 2.281 kJ/kg· K. 

Molecular Weight 338.6590 
Wiswesser Line Notation 24H 
Evaluation B 

C24HSO (c) 
n -Tetracosane 
Phase Changes 
c/liq 322.0 K, 

84GRIlAN[ 

Cp =772.5 J·mol-1·K- J 

K. Unsmoothed experimental daturr 

84SYU/TU:rv 

IlH= 81750 J·mol- 1 

IlS=253.9 J·mol-1·K- 1 

Relative error in determination ±5%. 
Molecular Weight 338.6590 
Wiswesser Line Notation 24H 
Evaluation C 

C24HSO (c) 
II -Tetracosane 
Phase Changes 
c,II/c,I 321.1 K, 
c,I/liq 323.5 K, 
Molecular Weight 33~.bY}U 
Wiswesser Line Notation 24H 
Evaluation A 

C24HSO (liq) 
II - Tetracosane 
Phase Changes 
c,II/c,I 321.0 K, 
c,I/liq 323.8 K, 
Molecular Weight 338.6590 
Wiswesser Line Notation 24H 
Evaluation A 

Cz4Hso (c) 
II· Tetracosane 
Phase Changes 
c,II/c,I 318.90 K, 
c,I/liq 323.65 K, 
Molecular Weight 338.6590 
Wiswesser Line Notation 24H 
Evaluation A 

C24HstN (\iq) 
Tri-n-octylamine 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 353.6736 
Wiswesser Line Notation 8N8&8 
Evaluation A 

91BARlSCI-

IlH=3l500 J'mo\-l 
LlH=54000 J·mol- 1 

91CLNLEl 

IlH=29155 J·mo\-l 
IlH=54370 J·mo\-l 

9IDOMIWYF 

IlH=27680 J·mol- 1 

LlH=573l0 J·mol-1 

93STE/CHI: 
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C24Hs2CIN04 (c,IV) 
Tetra-n-hexylammonium perchlorate 

Heat Capacity 298.15 K, 

Temperature range 300 to 382 K. 
Phase Changes 

c,IVIc,III 333.57 K, 

c,II1/c,II 355.91 K, 

c,IUcJ 367.51 K, 

c,Vliq 379.18 K, 

Molecular Weight 454.1321 

73AND/GOR 

ilH= 22990 J ·mol- l 

ilS=68.9 ]·mol- l ·K- 1 

ilH=5839 J·mol- I 

ilS= 16.4 j·mol- l ·K- 1 

ilH=2658 J·mol- l 

ilS=7.2 J·mol- I·K- l 

ilH= 16350 j·mol- l 

ilS=43.1 j·mol- I·K- l 

Wiswesser Line Notation 6K6&6&6 G-04 

Evaluation B 

C 24H s6CdU4 (c) l:)IJZHNYAN2 

B is( dodecy lammonium)tetraehlorocadmate (II) 
Heat Capacity 298.15 K, Cp =979.4 J·mol-I·K- I 

Temperature range 280 to 500 K. 
Pha:st: Changt::s 

e,IUcJ 332.4 K, 

Molecular Weight 598.9284 

ilH=48350 J ·mol- l 

ilS= 145.5 J·mol- l ·K- 1 

Wiswesser Line Notation 12 ZH 2 .CD G4 

Evaluation A 

C24Hs6CdCl4Nz (c) 85RICICAV 
Bis( dodeey lammonium)tetrachloroeadmate (II) 
Phase Changes 
e,IIIIe,II 

e,IIIe,I 

327 K, 

331 K, 

Molecular Weight 626.9418 

ilH=40000 J·mol- I 

ilS= 123 J ·mol- 1·K- 1 

ilH=6500 J·mol- I 

ilS=21 J·mol-I·K- I 

Wiswesser Line Notation -12-ZH 2 .CD G4 

Evaluation B 

C2~H56C14MnNz (el 87ZHA 
Bis(dodeeylammonium}tetraehloromanganate (II) 

Heat Capacity 298.15 K, Cp =869.8 j·mol- l ·K- l 

Temperature range 280 to 500 K. 
Phase Changes 

c,IIl/dI 

c,llIc,l 

330.6 K, 

334.5 K, 

Molecular Weight 569..+698 

t::..H=47780 I'mol- I 

t::..S= 144.5 j·mor-I·K- I 

.lH= 5960 j ·mol- I 

\ ,,= 1 7 . & ') J. mol- I . K" I 

Wiswesser Line Notation -12-ZH 2 .MN G4 

Evaluation A 

C24H56CI~MnN2 (e) 88ZHNYAN 
Bis(dodeeylammonium)tetraehloromanganate (II) 

Heat Capacity 298.15 K. C p =869.8 j·mol-I·K- I 

Temperature range 280 to 500 K. 

Phase Changes 

dIIlc.I1 330.6 K. 

dI/d 33-+.5 K. 

Molecular Weight 569..+698 

.lH=47780 j·mol- I 

t::..S= 1.+.+.5 j·mol-I·K- 1 

t::..H=5960 J·mol l 

.lS=17.82 j·mcrl·K- 1 

Wiswesser Line Notation -12-ZH :2 .MN G.+ 

Evaluation A 

C24HS6C14N2Zn (e) 88ZHA/YAN 
Bis(dodeeylammonium)tetraehlorozincate (II) 
Heat Capacity 298.15 K, Cp =851.7 J·mol- I·K- l 

Temperature range 280 to 500 K. 
Phase Changes 

c,We,I 

c,Vliq 

364.3 K, 

435.1 K, 

Molecular Weight 579.9118 

t::..H=66790 J·mo!-I 

t::..S= 183.3 J·mol- l ·K- 1 

ilH=9120 J-mol- I 

t::..S=20.96 I·mol-I·K- I 

Wiswesser Line Notation -12-ZH 2 .zN G4 

Evaluation A 

(C2sHlS03S)n (cl 92VARIJIN 
Poly[ oxy-I ,4-pheny lene-sulfonyl-l ,4-phenylene-oxy-l ,4-

pheny lene-( I-methylidene )-1 ,4-pheny lene] 

Heat Capacity 300 K, Cp =501.5 J.rnol-I·K- I 

Temperature range 150 to 620 K. C R (c) = expl - 19.7795 
+ 15.3476(1nT)-3. 17773(InT)2+0.225473(InT)3] (ISO to 360 K); 
Cp (iiq)=591.81+0.57224T (500 to 620 K). 

Molecular Weight 398.4754 
\Vhw~~el Lille Nutatiull /'l-OR DSWR DOR DIR D'"/ 

Evaluation A 
T(glass)=458.2 K. 

C2sH zo (e) 31SMUAND 
Tetraphenylmethane 

Heat Capacity 298.5 K, Cp =368.2 J·mol-I·K- I 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 320.4330 

Wiswesser Line Notation RXR&R&R 

Evaluation C 

C zsH 20 (e) 31SMUAND2 
Tetraphenylmethane 

Heat Capacity 298.5 K, C p = 368.2 J·mol-I·K- I 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 320.4330 

Wiswesser Line Notation RXR&R&R 
Evaluation C . 

C2sH32N203 (c) 8FANIPOE 
4-n-Pentanoyl-4-n I -oetanoyloxyazobenzene 

Phase Changes 
c,I1/c,I 

Estimated values. 

333 K, 

c,l/lig 366.2 K, 

Solid-smectie I. 
liq/Jig 370.1 K, 

Smeetic \-smectie A. 

liq/liq 403.8 K, 

Smectic A-isotropic. 

liq/liq 359.4 K, 

Smeetic \-smeetic monotropie. 

Molecular Weight 408.5394 

iJ.H=5'2.30 J'mol- I 

ilS= 15.71 J·mol-I·K-- I 

ilH= 16309 J·mol- I 

tlS=44.53 J·mo!-I·K-I 

ilH=7263 J·mol- I 

~S=19,63 J·mol-I·K- I 

~H=6941 J·rnol- I 

ilS= 17,19 J·mol-I·K-- I 

ilH=4682 J·rnol- I 

~S= 13.03 J·mor-I·K- 1 

Wiswesser Line Notation 7VOR DNUNR DV4 

Evaluation A 

J _ Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 
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C2sH32N203 (c) 
4-Propionyl-4' -n-decanoyloxyazobenzene 
Phase Changes 
clliq 371.15 K, 

Solid-smectic A. 
Molecular Weight 408.5394 

83FANIPOE 

b.H=32928 J·mol- I 

b.S=88.72 ]·mol-I·K- I 

Wiswesser Line Notation 9VOR DNUNR DV2 
Evaluation A 

Smectic A-esotropic; smectic A-monotropic hexatic liquid phase 
change data also given: 417.65 K, b.H=7196 J·mol- I; 359.95 K, 
b.H= 1088 J·mol- I. 

C25H340 2 (c) 
Norethindrone dimethylpropionate 
Phase Changes 
clliq 500 K, 

Molecular Weight 366.5424 

79LEWIENE 

b.H=37800 J·mol- I 

b.S=75.6 J·mol-I·K- I 

Wiswesser Line Notation L E5 B666 OV MUTJ El FVX 
FlUUl 

Evaluation A 

C2sH340 2S (c) 81CHRJRIC 
4-n-Pentylphenyl-4' -heptyloxythiobenzoate 
Heat Capacity 

C f' data given graphically only. Temperature range 90 to 370 K. 
Phase Changes 
c,lll/c,I1 

c,Il/c,I 

c,l/nematic liq 

183.53 K, 

272 K, 

325.87 K, 

Nematic-isotropic liquid. 
352.2 K, 

Molecular Weight 398.6024 

b.H= 1167 J·mol- I 

b.S=6.03 J·mol-I·K- I 

b.H=228 J·mol- I 

b.S=0.88 J·mol- I·K- 1 

b.H=28514 J·mol- I 

b.S= 88.45 J·mol-I·K- I 

b.H=2552 J·mol- 1 

b.S=5.36 J·mol-1·K- 1 

Wiswesser Line Notation 70R DVSR D5 
Evaluation A 

C25H400 2Si2 (c) 
Norethindrone pentamethyldisiloxyl ether 
Phase Changes 
c/liq 355 K, 

Molecular Weight 428.7608 

79LEWIENE 

b.H=22900 J·mol- 1 

b.S=64.5 J·mol-I·K- 1 

Wiswesser Line Notation L E5 B666 OV MUTJ El FlUUl 
FSI1&I&O-SI-l&l&1 

Evaluation A 

771KEIHAT 
p - 11 -Octudccy loxybcnzoic ucid-d 

Heat Capacity 302 K, C,,= 137 J·mol-1·K- 1 

Temperature range 302 to 420 K. Value is unsmoothed experimental 
datum for c,I phase. 

Phase Changes 
c,l/liq 374.2 K, 

c,I-smectic transition. 
c,lI/liq 365.7 K, 

c,ll-smectic transition. 
c.lll/liq 340.2 K 

c.III-smectic transition temperature. 
liq/liq 402.5 K, 

Smectic-isotropic liquid transition. 
Molecular Weight 392.6112 

b.H=65700 J·mol- I 

~S= 176 J·mol-I·K- 1 

b.H=36500 J·mol- 1 

LlS= 10 I J·mol-I·K- 1 

:1H= 14400 J'mol- I 

~S=36 J·mol-I·K- 1 

Wiswesser Line Notation QVR DOl8 &11H-2 
Evaluation B 

J. Phys. Chern. Ref. Data. Vol. 25. No.1. 1996 

C2sH4203 (c) 76IKEIHAl 

p-n-Octadecyloxybenzoic acid 
Heat Capacity 320 K, Cp = 145 J·mol-I·K- I 

Temperature range 320 to 420 K. Value is unsmoothed experimenta 
datum for c,I phase. 

Phase Changes 
c,l/liq 379.5 K, 

c,I-smectic transition. 
c,II/liq 371.0 K, 

c,I1-srnectic transition. 
c,I1I1liq 342.5 K 

c,I1I-smectic transition temperature. 
liqlliq 408.5 K, 

Smectic-isotropic liquid transition. 
Molecular Weight 390.6050 
Wiswesser Line Notation OVR D018 
Evaluation B 

b.H=67300 J·mol- 1 

b.S= 177 J·mol-1·K- 1 

b.H=38900 J·mol- 1 

b.S= 105 J·mol-I·K- 1 

b.H= 13300 J·mol- 1 

b.S=33 J·mol-I·K- 1 

C2~H"!I (liq) 62GOLJBEI 
4' -n-Heptyl-m-tercyclohexyl 
Heat Capacity 311 K, Cp=668.6 J·mol-1·K- I 

Temperatures 100, 200, 300 OF. 
Molecular Weight ':!4r1.r1':!R4 

Wiswesser Line Notation L6TJ AAL6TJ C- AL6TJ D7 
Evaluation C 

C2sH46 (liq) 63GUD/CA~ 

4-n -HeptyltercYclohexyl 
Heat Capacity 373 K, Cp =752.7 J·mol-1·K- 1 

Temperature range 373 to 483 K. 
Molecular Weight 346.6384 
Wiswesser Line Notation L6TJ AAL6TJ X- AL6TJ D7 
Evaluation C 

C2sH4606 (c,a) 55WARIVIC 
1,2-Diaceto-3-stearin 
Heat Capacity 298.2 K, Cp =904.2 J·mol-1·K- 1 

Temperatu.re range -99 to 97°C. Give experimental points ane 
equations" for 2 solid and liquid forms. Sub-alpha form 
C,,=0.4315+0.00104t cal·g-1·C- 1 (-73 to -1°C); alpha form 
r:'p=0.4':!49+0.0021':!t cal.g-I.C- 1 (-3 to 33°C): liquie 
C,,=0.3790+0.00195t cal·g-I·C- I (77 to 97 QC). 

Phase Changes 
c,alliq 208.3 K, 

Molecular Weight 442.6348 

~H=45560 J·mol- I 

LlS=218.7 J·mol-I·K- 1 

Wiswesser Line Notation 17VOIYOVl&IOVl 
Evaluation C 

C2sH4s04 (Jiq) 83BABIRAF 
Bis(2-ethylhexyl)azalate; Bis(2-ethylhexyl)-nonadioate 
Heat Capacity 298.15 K, C,,=799.7 J·mol-1·K- 1 

Temperature range 13 to 335 K. 
Entropy 298.15 K. 
Phase Changes 
c,gls/liq 160.0 K 
Molecular Weight 412.6518 
Wiswesser Line Notation 4Y2&IOV7VOIY2&4 
Evaluation A 
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30PARIHUF 
n -Pentacosane 
Heat Capacity 294.5 K, C p =769.0 J·mol-I·K- 1 

Temperature range 91 to 295 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, 5=671.1 ]·mol-I·K-1 

Extrapolation below 90 K, 205.9 j·mol-1·K-1. 
Molecular Weight 352.6858 
Wiswesser Line Notation 25H 
Evaluation B(Cp ),C(5) 

C2sHs2 (lig) 
n-Pentacosane 
Heat Capacity 333 K, 

Temperature range 60 to 100 DC. 
Phase Changes 
c/lig 326.6 K, 

Molecular Weight 352.6858 
Wiswesser Line Notation 25H 
Evaluation B 

C2sHs2 (c) 
n-Pentacosane 
Phase Changes 
c,II/c,I 

c,IIliq 

320.15 K, 

326.65 K, 

Molecular Weight 352.6858 
Wiswesser Line Notation 25H 
Evaluation B 

CZSHS2 (c) 
n-Pentacosane 
Phase Changes 
c,II/c,I 

c,I/lig 

319.85 K, 

326.25 K, 

Molecular Weight 352.6858 
Wiswesser Line Notation 25H 
Evaluation B 

C2sHs2 (c) 
n -Pentacosane 
Phase Changes 
c.lIlcJ 320.0 K, 
c,I/lig 326.7 K. 
Molecular Weight 352.6858 
Wiswesser Line Notation 25H 

Evaluation A 

32SPAITHO 

IlH=79391 j·mo]-I 
1l5=243.1 J·mo]-I·K- 1 

55SCHIBUS 

IlH= 26066 J ·mo]-I 
1l5=81.4 J·mo[-I·K-1 

IlH=57739 J·mo]-I 
!),S= 176.8 J·mo!-I·K- I 

79CLAiLET 

IlH=25235 j·mol- 1 

1l5=78.9 ]·mol-1·K'-J 
IlH=56605 ]·mol- J 

AS=l/;).) J.mol I'K I 

91BARISCH 

.:iH=26500 J·mol- I 

.:iH= 56750 ] ·mol- I 

C26HI2N~ (c) 76CLAIWOR 
1,2.4.5-Tetracyanobenzene-pyrene complex 
Heat Capacity 298. [5 K. C,,=432.0 J·mol"'I·K- i 

Temperature range 13 to 295 K. 
Entropy 298. [5 K. 5=466. [ ]·mo[-'·K- 1 

Phase Changes 
Broad transition in 220 to 250 K. !1H estimated as 2150 ]. mo\,'1 . K - I . 
.:i5=9.2 J·m~r'I·K-I. 

Molecular WeIght 380..+076 

Wiswesser Line Notation L666 B6 2AB PJ &NCR BeN oct\: ECN 
Eyaluation A 

C26H120 6 (c) 78DUNIRAH 
Pyrene-pyromellitic dianhydride charge transfer complex 
Heat Capacity 298.15 K, Cp =435.9 J·mol- 1·K- 1 

Temperature range 5 to 300 K. 
Entropy 298.15 K, S=464.6 J·ffiO\,-I·K- 1 

Molecular Weight 420.3772 
Wiswesser Line Notation T C565 DVOV JVOVJ &L666 B6 2AB P] 
Evaluation A 

C26H 120 6 (c) 80BOEIWES2 
Pyrene-pyromellitic dianhydride charge transfer complex 
Heat Capacity 298.15 K, C p =446.4 ]·mol-1·K- 1 

Temperature range 5 to 300 K. 

Entropy 298.15 K, 
Phase Changes 
c,II/c,l 155 K, 

Molpcuhu Wpight 420.377:1 

IlH=213.4 J·mol- I 

1l5= 1.34 J·mol-I·K- 1 

Wiswesser Line Notation T C565 DVOV JVOVJ &L666 B6 2AB PJ 
Evaluation A 

C26HlSN307 (c) 
Perylene picric acid 
Phase Changes 
clliq 495.0 K, 

Molecular Weight 481.4204 

79FARISHA 

~H=42300 J'ffiol- 1 

~5=85.5 J·mol-J·K- 1 

Wiswesser Line Notation L666 L6 K6 2AL TJ &WNR BQ CNW ENW 
Evaluation B 

C26HlSN307 (c) 
Benzo[a]pyrene picric acid 
PhRIlP Ch~mgp<i: 

. clliq 475.5 K, 

Molecular Weight 481.4204 

79FARISHA 

~H=39300 J'mol- I 

~S= 82.7 J'mol- J ·K- 1 

Wiswesser Line Notation L D6 B6666 2AB TJ &WNR BQ CNW ENW 
Evaluation B 

C26H 17N30, (c) 
jJ,{3' -tlinaphthyJ picric acid 
Phase Changes 

79FARISHA 

c/liq 464.2 K, ~H=41400 J'mol- J 

1l5=89.2 ]·mol-J·K- 1 

Molecular Weight 483.4362 

Wiswesser Line Notation L66J A- AL66J & WNR BQ CNW ENW 
Evaluation B 

C26H20 (c) 3JSMIIAND 
Tetraphenylethylene 
Heat Capacity 298.5 K, 387.6 J ·mol"I. K- 1 

Temperature range 102 to 346 K. Value unsmoothed experiment::!] 

datum. 
Molecular Weight 332.4448 
Wiswesser Line Notation RYR&UYR&R 
Evaluation C 

C26HzoN60 (c) 84KARlSHV 
Bis-(o-aminophenyl )-2.2' -dibenzimidazole oxide 
Heat Capacity 298.15 K, Cp =471.1 J·mol-I·K- 1 

Temperature range 60 to 298 K. 
Entropy 298.15 K, 5=426.3 ]·mol-I·K- I 

Molecular Weight 432.4838 
Wi:5WC:5:5e1' Lim: Notation ZR D- CT56 BM DNJ H- 2 0 

Evaluation B 
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C 26H 20Sn (c) 85CARJLAY 
Triphenyl phenylethynyl tin 
Heat Capacity 298.15 K, C p=447.5 J·mol-I·K- I 

One temperature. Cp given as 0.992 J.K-I.g- I. 

Molecular Weight 451.1340 
Wiswesser Line Notation R-SN-R&R&lUUIR 
Evaluation B 

C26H 22 (c) 31SMIIAND 
1,1,1,2-Tetraphenylethane 
Heat Capacity 298.5 K, Cp =395.4 J·mol-I·K- I 

Temperature range 102 to 346 K. Value is' unsmoothed experimental 
datum. 

Molecular Weight 334.4607 
Wiswesser Line Notation RXR&R& 1 R 
Evaluation C 

f:26H33 (c) 31SMIIAND 
1,1,2,2-Tetraphenylethane 
Heat Capacity 298.5 K, Cp =399.6 J·mol-I·K-1 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 334.4607 
Wiswesser Line Notation RYR&YR&R 
Evaluation C 

(C26H26N203)n (c) 89CHE/JAN 
Poly(azomethine) 
Heat Capacity 300 K, Cp =521.8 J·mol-1·K- I 

Temperature range 230 to 620 K. Cp (c)=0.0015529T2 

+0.87083T+ 120.76 J/mol·K (230 to 250 K). Cp(Iiq) 
=0.9086T+439.73 J/mol·K (318 to 620 K). 

Phase Changes 
liq/liq 439.8 K, 6.H= 13000 J·mol- 1 

Disordering transition. 26.9% crystallinity. 
liq/liq 566.4 K, 6.H= 2000 J·mol- 1 

6.5=3.5 J·mol-1·K- 1 

Isotropic transition. 
Molecular Weight 414.5030 
Wiswesser Line Notation /*NR Bl D02020R Cl DNUIR DI*/ 
Evaluation B 

Poly(azomethine) with two ethylene glycol spacers. T(glass)=3l8 K. 

C26H260Si2 (c) 86DZHlKUL 
I ,3-Dimethyl-l, 1,3,3-tetraphenyldisiloxane 
Heat Capacity 298.15 K. C p =503.2 J·mo\-I·K- 1 

Temperature range 4 to 300 K. Cp(e)= 125.6+0.394T +3.94xlO-3 

T2 (80 to 150 K): C pee) = 133.78+0.6826T +2.0758X 10-3 T2 (170 to 
290 Kl. 

Entropy 298.15 K, 

Phase Changes 

c/liq 321.95 K. ~H=26577 J·mol- 1 

Molecular Weight 410.6618 
Wiswesser Line Notation I-SI-R&R&O-SI-l&R&R 
Evaluation A 

82KULIDZH 
Dimethyltetraphenylcyclotrisiloxane 
Heat Capacity 298.15 K, CI'=57 1.5 J·mol-I·K- I 

Temperature range -+.7 to 300 K. Data given graphically except for data 
at 298.15 K. 

Entropy 

Phase Changes 
c.IIliq 

298.15 K. 

361.06 K. 

Molecular Weight 470.7461 

~H=28200 J·mol- I 

~5=78.2 J·mol-I·K- 1 

Wiswesser Line Notation T6-SI-0-SI-0-SI-OTJ AI AI CR CR ER ER 
Evaluation B 
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C26H2604 (c) 
4,4' -Dipentanoyloxydiphenyldiacetylene 
Phase Changes 
c,IIIIc,II 272 K 
c,II/c,! 290 K, 

c ,II/c ,II, c,II/c,! transitions combined. 
c,IIliq 405 K, 

Solid-nematic. 
liq/liq 434 K, 

Nematic-isotropic liquid transition. 
Molecular Weight 402.4891 

840ZC/ASF 

6.H= 1240 J·mol- 1 

6.5=4.309 J·mol-1·K- 1 

6.H=24700 J·mol- 1 

6.5=61.04 J·mol-1·K- 1 

6.H=2300 J'mol- I 

6.5=3.390 J·mol-I·K- I 

Wiswesser Line Notation 4VOR DlUU2UUIR DOV4 
Evaluation A 

C 26H 34 (l,;) 8JKRAlDC< 

1,1' -Diphenyl-l,l' -bicyclooctane 

Heat Capacity 298 K, Cp =453.8 J·mol-I·K- I 

One temperature. Cp given as 0.313 caLK-I.g- l . 

Molecular Weight 3-16.55-16 

Wiswesser Line Notation L8TJ AR A- AL8TJ AR 
Evaluation B 

C26H34N203 (c) 
4-Pentanoyl-4-n ' -nanoyloxyazobenzene 
Phase Changes 
c,II/c,! 352.2 K, 

c,IIliq 367.2 K, 

Solid-smectic A. 
liq/liq 404.3 K, 

Smectic A-isotropic. 
liq/liq 366.8 K, 

Smectic A-Smectic monotropic 1. 
Molecular Weight 422.5662 

88FANIPOJ 

6.H=4330 J·mol- I 

6.5= 12.30 J·mol-I·K- I 

6.H=24807 J·mol- I 

6.5=67.559 J·mol-I·K- I 

6.H=7569 J·mol- 1 

6.5= 18.72 J·mol-I·K- I 

6.H=6117 J·mol- 1 

6.5= 16.68 J·mol-I·K- I 

Wiswesser Line Notation 8VOR DNUNR DV 4 
Evaluation A 

CZ6H"4NzO" (e) WI FA NIPO 

4-Propionyl-4' -n-undecanoyloxyazobenzene 

Phase Changes 
c/liq 370.65 K, 6.H=37489 J'mol- I 

6.5= 101.1 J·mol-I·K- 1 

Solid-smectic A. 
liq/Jiq 416.65 K, 6.H=7573 J·mol- I 

Smectic A-isotropic liquid transition. 
Molecular Weight 422.5662 
Wiswesser Line Notation 10VOR DNUNR DV2 
Evaluation A 

C 26H38 (c) 83KRAlBE( 
2,3-Dimethyl-2,3-bis( 4-te rt -buty Ipheny l)butane 
Heat Capacity 298 K, Cp=529.5 J·moJ-1·K- 1 

One temperature. C p given as 0.361 cal.K -I.g -I. 

Molecular Weight 350.5862 
Wiswesser Line Notation 1 XR&R DX I & 1 & 1 &X I & 1 &R DX I & 1&1 
Evaluation B 
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C26H3sN203 (c,I) 79RACINGU 
4,4 r - B is(n -heptyloxy )azoxybenzene 
Heat Capacity 300 K, Cp =480 ]·mol-I·K- 1 

Temperature range 90 to 420 K. Data graphic(llly only. 
Phase Changes . 
c,l/liq 347.75 K, AH=27450 ]·mol- I 

AS=78.9 ]·mol-!·K- 1 

Melting of stable crystal phase. 
liqlliq 368.2 K, 

Smectic-nematic transition. 
liqlliq 397.25 K, 

Nematic-isotropic transition. 
Molecular Weight 426.5978 

AH=545 ]·mol- I 

AS= 1.5 ]·mol-I·K- 1 

AH=830 ]·mol- I 

AS=2.1 ]·mol-I·K- 1 

Wiswesser Line Notation 70R DNUNO&R 007 
Evaluation B 

C26HSo04 (Jiq) 
Di-n-octyl sebacate 
Heat Capacity 318 K, 

Temperature range 318 to 393 K. 

Molecular Weight 426.6786 
Wiswesser Line Notation 80V8V08 
Evaluation C 

C26Hso04Pb (c,Il) 
Lead (II) tridecanoate 

76PHIIMAT 

78ADE/SIM 

Heat Capacity 37:5 K, Cp = 1230 J'mol-!'K-! 
Temperature range 371 to 377 K. Data only graphically for c,III. Also 
data for liquid. 

Phase Changes 
c,IIIIc,II 368.7 K, 

c,U and c,I are mesophases. 
c,IVc,I 381.5 K, 

Molecular Weight 633.8786 
Wiswesser Line Notation OV12 2 .PB 
Evaluation C 

C26HS2 (e) 

6.11~58400 J'11101- 1 

AS= 158 ]·mol-I·K- 1 

AH=38800 ]·mol- I 

AS= 102 ]·mol-I·K- 1 

69BORIDAL 
I, I ,4,4, I 0, I 0, 13, 13-0ctamethyl-cyclooetadeeane 
Phase Changes 

e,II1c,I 

e/liq 

427 K, 

438 K, 

Molecular Weight 364.6968 

AH=6736 ] ·mol- I 

AS= 15.9 j·mol-I·K- 1 

~H=20167 j·mol- I 

AS=46.4 ]·mol-I·K-- 1 

Wiswesser Line Notation L-18-TJ Al Al Dl Dl 11 11 MI MI 
Evaluation B 

C26HszOz (e) 
Ethyl tetracosanate 
Phase Changes 

c.IUe,I 
f3-a transition. 

c.I/liq 
a-lig transition. 

317.65 K, 

327.35 K. 

Molecular Weight 396.6956 
Wiswesser Line Notation 23 VOl 
Evaluation B 

34KIN/GAR 

tJ.H= 11203 j·mol- I 

1.H=22938 j·mol- I 

Data on the specific heats are given at or near the phase transitions_ 

31GARIVAN 
n -Hexacosane 
Heat Capacity 304 K. Cp =677.8 j·mol-I·K-1 

Temperature range 295 to 358 K. Mean value 22-40 °C, (3-form. 
Phase Changes 
c,IVc,! 

f3-a transition. 
e,IIliq 

323.3 K, 

329.3 K, 

Molecular Weight 366.7126 
Wiswesser Line Notation 26H 
Evaluation B 

C26Hs4 (e) 
n -Hexaeosane 
Phase Changes 
e,IIfe,I 

e,Vliq 

326.45 K, 

329.45 K, 

Molecular Weight 366.7126 

Wiswesser Line Notation 26H 
Evaluation B 

n-Hexaeosane 

AH=35020 ]'mol- 1 

AS= 108.3 ]'mol-! ·K-! 

AH=58743 ]·mol- I 

AS= 178.4 ]·mol-I·K- 1 

55SCHIBUS 

I1H= 32217 ]'mol-! 
AS=98.7 j·mol-I·K- 1 

AH=59496 J·mo!-l 
AS= 180.6 ]·mol-I·K- 1 

69ATKILAR 

Heat Capacity 353 K, Cp =870 J·mol-1·K- 1 

Temperature range j)j to 4)j K. Equation only. 
Molecular Weight 366.7126 
Wiswesser Line Notation 26H 
Evaluation C 

C26HS4 (e) 
n -Hexacosane 
Phase Changes 
e,I1/c,I 

c,Vlig 

326.55 K, 

329.55 K, 

Molecular Weight 366.7126 
Wiswesser Line Notatton 26H 
Evaluation B 

C26Hs4 (e,I!) 
n -Hexaeosane 
Heat Capacity 298.15 K, 

Temperature range 10 to 360 K. . 
Entropy 298.15 K, 
Phase Changes 
t.:,II/t.:,I 325.5 K, 

c,I/!ig 329.25 K, 

MoleculaJ:" Weight 366.7126 

Wiswesser Line Notation 26H 
Evaluation A 

73COM 

AH=34225 ]·mol- 1 

AS= 104.8 ]·mo!-I·K- 1 

I1H=59496 ]·mol- I 

~S= I ~U.) J ·mol I.K I 

76AND/MAR 

~ff=33420 J.mol I 

I1S= 102.7 J ·mo!-I ·K- 1 

tlH= 60700 ]·mo!-l 
AS= 184.4 ]·mol-1 ·K- 1 
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Cz6H54 (c) 
n -Hexacosane 
Phase Changes 
c,IIIc,I 325.6 K, 
c,l/liq 329.2 K, 
Molecular Weight 366.7126 
Wiswesser Line Notation 26H 
Evaluation A 

CZ6HS4 (liq) 
n-Hexacosane 
Ph~e Changes 
c,IIIe,! 325.8 K, 
c,l/liq 329.6 K, 
Molecular Weight 366.7126 
Wiswesser Line Notation 26H 
Evaluation A 

Cz6Hs4 (c) 
n-Hexacosane 
Phase Changes' 
c,II/c,I 324.40 K, 
c,I11iq 329.18 K, 
Molecular Weight 366.7126 
Wiswesser Line Notation 26H 
Evaluation A 

C27H300 2 (c) 
Norethindrone benzoate 
Phase Changes 
clliq 531 K, 

Molecular Weight 386.5328 

91BARfSCH 

~H==33500 J·mol- 1 

~H==60000 J·mol- 1 

91CLAILET 

~H=32820 j·mol- 1 

~H==59790 ]·mo!-l 

9IDOM/WYR 

dH=30360 ]·mo!-l 
~H=63920 J·mol- 1 

79LEWIENE 

dH==41500 j·mol- I 

dS=78.2 }·mol-I·K-1 

Wiswesser Line Notation L E5 B666 OV MUTJ E1 FlUUl FVR 
Evaluation A 

C27H36N203 (c) 88FANIPOE 
4-n-Pentanoyl-4-n' -decanoyloxyazobenzene 
Phase Changes 
c,IIIc,l 338.2 K, ~H=4310 J·mol- 1 

c,IIJiq 368.6 K, 

Solid-smectic A. 
Jiq/Jiq 405.2 K, 

Smectic A-isotropic. 
Jiq/liq 364.7 K, 

Smectic A-smectic monotropic 1. 
Molecular Weight 436.5930 

AS= 12.74 J·mol-I·K- 1 

~H=28752 J·mol- l 

~S=78.01 J·mol-I·K- 1 

~H=8000 J·moJ- 1 

6.S= 19.74 J·mo!-I·K- 1 

AH=5406 ]·mo!-l 
AS= 14.82 j·mol-I·K- 1 

Wiswesser Line Notation 9VOR DNUNR DV4 
Evaluation A 

C27H36N203 (c) 83FAN/POE 
4-Propion yJ -4' -1l-dodecanoyJox yazobenzene 
Phase Changes 
clliq 373.65 K, ~H::::38074 J·mol- l 

.lS= 101.9 j·mo!-I·K- 1 

Solid-smectic A. 
liqrliq 416.1:5 K, ;).tf=7866 ]·mul- I 

Smectic A-isotropic liquid transition. 
Molecular Weight 436.5930 
Wis'''''esser Line Notation II VOR DNUNR DV2 
Evaluation A 
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CZ7H3S0Z (c) 
4-Methoxy-4' -dodecoxy-trans-stiIbene 
Phase Changes 
liq/liq 409 K, 

Smectic-liquid transition. 
c/1iq 415 K, 

Crystal-isotropic liquid transition. 
Molecular Wei2ht 394.5960 

72YOUIHAI 

~H::::21880 J'mol- I 

~S::::53.5 ]·mol-I·K- 1 

~H=58660 J·mol- I 

~S""" 141.3 J·mol-1·K- t 

Wiswesser Line Notation 120R DIUIR DOl -T 
Evaluation B 

CZ7H3S0Z (c) 
Norethindrone heptanoate 
Phase Changes 
clliq 340 K, 

Molecular Weight 394.5960 

79LEWIEN: 

~H=21600 J·mol- r 

~S::::::63.5 I·mo!-I·K- 1 

Wiswesser Line Notation L E5 B666 OV MUT] El FV6 FWVl 
Evaluation A 

C27H 460 (c) 
Cholesterol 
Phase Changes 
e,We,I 304.8 K, 

Molecular Weight 386.6598 

88PETrrs' 

IlH=2500 ]·mol- I 

~S==8.2 j·mol-1·K-1 

Wi15we15ser Line Notation L ES 0666 LUTJ Al E1 FYI&3Yl&1 OQ 

-A&BI -B&AEFO 
Evaluation A 

C27H48 (liq) 4-9PAR/MO{ 
I1-Phenyleicosane 
Heat Capacity 300 K, 

Temperature range 80 to 300 K. 
Entropy 298.15 K, S=867.8 J·mo!-l·K- t 

Extrapolation below SO K, 172.0 J·mol-I·K-1
. 

Phase Changes 
c/liq 294.3 K, 

MolecularWeight 372.6'762 
Wiswesser Line Notation lOYlO&R 
Evaluation B(Cp).CCS) 

~H=64772 ]·mol- t 

;:1S=220.1 ]·mol-I·K- 1 

C27HSO Cliq) 63GUD/CA: 
4-n-Nonyltercyc\ohexyl 
Heat Capacity 373 K, Cp ==820.5 J·mol-I·K- 1 

Temperature range 373 to 483 K. 
Molecular Weight 374.6920 
Wiswesser Line Notation L6TJ AAL6TJ X- AL6TJ X9 
E"aluatiun C 

C27HS006 (liq) 76PHVMf.-
Trioctanoin; GlyceryJ trioctanoate 
Heat Capacity 338 K, Cp=920 J·mo\-I·K- 1 

Temperature range 338 to 413 K . 
Molecular Weight 470.6884 
'''iswesser Line Notation 7V01YOV7&lOV7 

Evaluation C 
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C27HS4 (Jig) 49PARlMOO 
ll-Cyclohexyleieosane 
Heat Capacity 298.15 K, 

Temperature range 80 to 300 K. 
Entropy 298.15 K, S=.844.1 J·mol-I·K- I 

Extrapolation below 80 K, 174.9 J·mol-I·K- I. 
Phase Changes 
c/lig 269.9 K, 

Molecular Weight 378.7236 

dH=48693 J·mol- I 

dS= 180.4 J·mol-I·K-! 

Wiswesser Line Notation L6TJ AYlO&lO 
Evaluation B(Cp)'C(S) 

C27Hs4N3AsS6 (c) 89AIRlDES 
Tris( di -n -buty Idithioearbamato )arsenic(IIl) 
Heat Capacity 298.l5 K, Cp=861 J·mol-!·K- I 

Temperature range 385 to 395 K. 
Phase Changes 

e/lig 397 K, 
Molecular Weight 688.0253 
Wiswesser Line Notation 

dH=30950 J·mol- I 

4N4& YUS&S-AS-SYUS&N4&4&SYUS&N4&4 
Evaluation B 

C2'1HS4N3BiS6 (c) 89AIRJDES 
Tris(di-n-butyldithiocarbamato)bismuth(III) 
Heat Capacity 298.15 K, Cp = 1056 J·mol-I·K- I 

Temperature range 355 to 365 K. 
Phase Changes 
clliq 367 K, 

Molecular Weight 822.0841 
Wiswesser Line Notation 

AH-31800 ]'lJ1u!-1 

4N4& YUS&S-BI -SYUS&N4&4&SYUS&N4&4 
Evaluation B 

C27HS4N3PS6 (c) 89AIRJDES 
Tris(di-n-butyldithiocarbamato)phosphorus(II1) 
Heat Capacity 298.15 K, Cp =962 J·mol-I·K- I 

Temperature range 355 to 365 K. 
Phase Changes 
c/lig 374 K, dH=35600 J·mol- I 

Molecular Weight 644.0775 
Wiswesser Line Notation 

4N4&YUS&SPSYUS&N4&4&SYUS&N4&4 
Evaluation B 

C27HS4N3SbS6 (c) 89AIRJDES 
Tris( di -l1-buty ldi thioearbamato )antimony(III) 
Heat Capacity 298.15 K, Cp = 1049 J·mol-I·K- I 

Temperature range 330 to 340 K. 
Phase Changes 
e/liq 343 K. ~H=37240 J·mol- I 

Molecular Weight 734.HS37 

Wiswesser Line Notation 
4N4& YUS&S-SB-SYUS&N4&4&SYUS&N4&4 

Evaluation B 

C27Hs6 (c,/3) 38VER 
Il-Heptacosane 
Heat Capacity 313 K. Cp =828 J·mol-I·K- I 

One temperature. Also data for Q' form. 11 17 J. mol-I. K -I at 328 K. 
and liquid. 828 J '11101- 1

• K- I at 338 K. 
Molecular Weight 380.7394 
Wiswesser Line Notation 27H 
Evaluation C 

C27Hs6 (c) 
n -Heptaeosane 
Phase Changes 
c,IIIe,I 

c,I1lig 

320.25 K, 

331.95 K, 

Molecular Weight 380.7394 
Wiswesser Line Notation 27H 
Evaluation B 

C2sHlSN307 (c) 
o-Phenylenepyrene picric acid 
Phase Changes 
clliq 469.6 K, 

Molecular Weight 505.4424 

55SCHIBUS 

dH=28953 J'mol- I 

AS=90.4 J ·mol-1·K- t 

dH=60417 J·mol- I 

dS= 182.0 J·mol-I·K- I 

79FARJSHA 

dH=39300 J·mol- 1 

dS=83.7 J·mol-I·K- I 

Wiswesser Line Notation L E6 D4 B6666 2AB TJ & WNR BQ CNW 
ENW WNR BQ CNW ENW 

Evaluation B 

C28H17N307 (c) 
1.2,3,4-Dibenzanthracene-picric acid 
Phase Changes 
c,lI/c,I 446.5 K, 

clliq 485.2 K, 

Molecular Weight 507.4582 

79FARJSHA 

dH=6700 J·mol- I 

dS= 15.0 J·mol-I·K- I 

dH=44800 J·mol- I 

dS=92.3 J-mol-I·K- I 

Wiswesser Line Notation L D6 J6 C666J &WNR BQ CNW ENW 
Evaluation B 

C2sH17N307 (c) 
Picene-picric acid 
Phase Changes 
c,lI/e,l 

c/liq 

391 K, 

437.9 K, 

Molecular Weight 507.4582 

79FARJSHA 

dH=3300 J·mol- I 

dS=8.4 J·mol-I·K- I 

dH=21300 J·mol- I 

dS=48.6 J·mol-I·K- 1 

Wiswesser Line Notation L F6 E6 B666J &WNR BQ CNW ENW 
Evaluation B -

C2sH17N307 (c) 
1,2,5,6-Dibenzanthracene-pieric acid 
Phase Changes 
c/liq 493.0 K, 

Molecular Weight 507.4582 

79FARJSHA 

dH=54000 J·mol- I 

dS=109.6 J·mol-I·K- I 

Wiswesser Line Notation L G6 D6 B666J &WNR BQ CNW ENW 
Evaluation 1) 

C2sHlSN6 (c) 84RAB/KAR 
Phthalonitrile and m-phenylene diamine condensation product 
Heat Capacity 298.15 K, Cp =446.5 J·mol-I·K- I 

Temperature range 60 to 530 K. 
Entropy 298.15 K, S=424.3 j·mol-I.K- I 

Molecular Weight 438.4904 
Wiswesser Line Notation ZR CZ &NCR DCN 
Evaluation A 
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(C28H24GeSi)n (gls) 78LEBILEB2 
Diphenylsilane-diethynyldi-phenylgermane vitreous copolymer; 
Polyvinylenediphenylenesilyl,germyl-a, w-dihydride copolymer 
Heat Capacity 298.15 K, Cp =566.6 J·mol-1·K- 1 

Temperature range for devitrification 280to 310 K. T(glass)=301 K. 
Molecular Weight 461.1931 
Wiswesser Line Notation /*-SI-R&R&lUI-GE-R&R&lUI*/ 
Evaluation A 
Average molecular weight, n= 10,000. 

(C2sH24GeSi)n (gls) 78LEBIRAB2 
Diphenylsilane-diethynyldi-phenylgermane vitreous copolymer; 
Polyvinylenediphenylenesilyl, germy I-a, w-dihydride copolymer 
Heat Capacity 298.15 K, Cp =566.6 J·mol-1·K- 1 

Temperature range 7 to 330 K. 
Entropy 298.15 K, 5=583.8 ]·mol-1·K-1 

Glass like state. 
Molecular Weight 461.1931 
Wiswesser Line Notation f*-SI-R&R&lUI-GE-R&R&IUI *f 
Evaluation A 

T(glass) = 30 1 K. 

C2sH2sPz (c) 89HUIIVAN 
1,4-Bis(diphenylphosphino)butane 
Heat Capacity 364 K, Cp =354 J·mol-1·K- 1 

Temperature range 364 to 444 K. 
Phase Changes 
C/liq 405.9 K, LlH=45300 J·mol- 1 

Molecular Weight 272.6570 
Wiswesser Line Notation RPR&4PR&R 
Evaluation B 

(CzsH30N204)n (c) 89CHEfJAN 
Pol y( azomethine) 
Heat Capacity 

CI'(liq)=0.9751 T+ 507.78 J/mol·K (305 to 512 K). 
Phase Changes 
liq/liq 416.0 K, ilH=2I700 J'mol- 1 

Disordering transition. 38.5% crystallinity. 
IIq/liq )11.8 K, LlH=2100 J.mol I 

L\5=4.I ]·mol-1·K- 1 

Isotropic transition. 
Molecular Weight 458.5560 
Wiswesser Line Notation I*NR B 1 D0202020R C 1 DNUI R D 1 *1 
Evaluation B 

Poly(azomethine) with three ethylene glycol spacers. T(glass)=305 K. 

C2sH3004 (c) 
.+A' -Dihexanoyloxydiphenyldiacetylene 
Phase Changes 
c.lIIleI! 343 K. 

c.lUc.! 396 K. 

c.IIlig .+07 K. 

Solid-nematic. 
liq/li4 430 K. 

:--':ematic-isotropic liquid transition. 
:\Iolecular Weight 430.5426 

8'+0ZC/ASR 

~H= 19000 j·mo\-l 

j,5=55.40 J·mol-1·K- 1 

j,H= 1460 J·mol- 1 

L\S=3.682 J·mol-1·K- 1 

j,H=26300 J·mol- 1 

L\5=64.6'+ J·mor-I·K- 1 

j,H=1710 J·mol- 1 

.15=3.975 j.mo\-I.K- 1 

Wiswesser Line Notation 5VOR DIUU2UUIR DOV5 
Evaluation A 

C2sH32C14N2Zn (c) 82FERlSO( 
Bis-( tetradecy lammonium)zinc tetrachloride 
Heat Capacity 

Temperature range 360 to 370 K. Data given graphically. 
Phase Changes 
c,I1I1c,II LlH=9700 J·mol- 1 

LlS=22.5 ]·mol-1·K-1 

Low temperature phase-intermediate phase. 

362.5 K, 

c,Wc,I 367 K, LlH=49690 J·mol- 1 

Ll5=7.5 J·mol-I·K- 1 

Intermediate phase-high temperature phase. 
c,I11ig 438 K, LlH=7500 J·mol- 1 

Ll5= 17.1 J·mol-1·K- 1 

High temperature phase-isotropic liquid phase. 
Molecular Weight 603.7662 
Wiswesser Line Notation 14ZH 2 .ZN G4 
Evaluation A 

C2sH32N2 (c) 
Terephthal-bis-n-butylaniline 
Heat Capacity 

79KOBfKA: 

Cp data given graphically only. Temperature range 88 to 330 K. 
Phase Changes 
c,Xlc,IX 

I,;,IX/I,;,YIII 

99 K, 

240 K, 

Molecular Weight 396.5742 

LlH=280 J·mol- 1 

LlS=2.83 J·mol- 1·K- 1 

!J.H= 1255 J·mo\-l 

LlS=9.0 ]·mol-I·K-1 

Wiswesser Line Notation 4R DNUYR DYVNR D4 
Evaluation C 

C2sH3204Si4 (c) 76KULIDZ 
1,1,3,3-Tetramethy\-5,5, 7,7 ,-tetraphenyl-cyclotetrasiloxane 
Heat Capacity 

Cp not given. Temperature range 12 to 370 K. Data deposited VINll 
No. 1191-76, 13 April 1976. 

Entropy 298.15 K, 
Phase Changes 
c,I1Uc,1I 

C ,IJJr,T 

c,I/liq 

186.5 K, 

)715 K, 

346.21 K, 

Molecular Weight 544.9004 

LlH=243 J'mol- I 

LlS= 1.3 J·mol-1·K- 1 

AH= 1046 J.mo\-l 

LlS=3.85 ]·mo!-I·K-1 

D-.H=27050 J·mol- 1 

~5=78.13 J·mol-1·K- 1 

Wiswesser Line Notation T8-SI-O-SI-O-SI-O-SI-OTJ Al AI CI CI E' 
ER GR GR 

Evaluation B 

C2sH3z04Si4 (c) 75MEKlKAl-
1.3.5'7' -Tetramethyl-I',3' ,5,7-tetraphenylcyc1otetrasiloxane 
Heat Capacity 298.15 K. C,,=615.5 J·mol-1·K- 1 

Temperature range 13 to 390 K. 
Entropy 298.15 K, 

Phase Changes 
c/liq 373.4 K. 

Molecular Weight 544.9004 

D-.H=24619 J·mol- 1 

J.S=62.8 j·mor-1·K- 1 

Wiswesser Line Notation TS-SI-O-SI-O-SI-O-SI-OTJ AlAR C 1 CR I 
ER GI GR 

Evaluation 13 
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C2sH3204Si4 (c) 81MEKlKAR 
Tetra(methylphenyl)tetrasiloxane 
Heat Capacity 298.15 K, Cp =615.0 j·mol-I·K- 1 

Temperature range 13 to 390 K. Data given graphically. 
Entropy 298.15 K, S=.662.7 J·mo)-I·K- 1 

Phase Changes 
clliq 373.0 K, 

Molecular Weight 544.9004 

~ff=42731 J·mol- 1 

!J.S= 121.8 J·mol-I·K- 1 

Wiswesser Line Notation T8-SI-0-SI-0-SI-0-SI- O-TJ Al AR Cl CR 
El ERGt GR 

Evaluation A 

C2sH34C13Fe3N3013 (c) 89KANINAK 
Hexakis(,u-acetato) (,ILJ-oxo )tris(pyridine )iron(II) diiron(III)chloroform 
Heat Capacity 300.309 K, Cp =932.03 J·mol-I·K- 1 

Temperature range 14 to 300 K. Unsmoothed experimental datum. 
Pha~e Changes 

c.IIIc,I 207.14 K 
208.19 K, 

Two peaks closely centered. 
Molecular Weight &9.-1 . .-1&89 

!J.H=5107 j·mol- I 

!J.S=28.10 J·mol-I·K- 1 

Wiswesser Line Notation OVI 6 &T6NJ 3 &-FE- 30 &GYGG 
Evaluation A 

C2sH3sFeN404 (c) 93KAJ/SOR 
B is[2-[[[3-( t-aziridinyl)propyl ]imino ]methyl ]-6-ethoxyphenolato-N2 ,N2 ,0 1]

(OC-6-1'2')-iron (1 +) perchlorate complex with benzene 
Hcat Capacity 297.94 K, C"~910.63 J'mol-I·K-I 

Temperature range 13 to 320 K. Unsmoothed experimental datum. 
Phase Changes 
c,IlIlc,I! 187 K 

Pir~t flrcl",r tmn~ition 

c,IIIc,I 295.3 K 
Second or higher order transition 

Molecular Weight 
Wiswesser Line Notation 
Evaluation A 

A very broad heat capacity anomaly exists between 100 and 310 K. The 
phase transitions at 187 and 295.3 K are superimposed over the broad 
heat capacity anomaly. Enthalpy and entropy changes due to all 
anomalies were calculated to be: !J. H = 34.8 1 .5 J. mol-I. K '-1. 

C2sH3SNzOJ (c) RRFAN/POE 

4-n-Pentanoyl-4-n' -undecanoyloxyazobenzene 
Phase Changes 
c,IUd 

c,I/liq 

Solid-smectic A. 

354.-+ K. 

368.7 K. 

liq/liq 404.6 K. 

Smectic A-isotropic. 
1iq/liq 363.9 K. 

Smectic A-smectic monotropic 1. 
liq/c 359.0 K. 

S mectic monotropic I-soli d. 
Molecular Weight 450.6 I 98 

j.H=4678 J·mo!-I 
~S= 13.20 J·mo)-I·K- 1 

.lH=31355 j·mo!-I 

.lS=85.040 J·mol-I·K- 1 

~H= 8540 J ·mol- I 

~S= 21.1 0 J ·mo!-I·K- 1 

.lH=4807 J·mol- I 

j.S= 13.21 J ·mol- I. K- 1 

J..H= 22853 J 'n10]-1 

.lS= 63.655 J·mo]-I·K- 1 

Wiswesser Line Notation JOVOR D0IUNR DV..J. 
Evaluation A 

C2sH3sN203 (c) 83FANfPOE 
4-Propiony 1-4' -n -tridecanoy loxyazobenzene 
Phase Changes 
cfliq 

Solid-smectic A 
Jiq/liq 

374.65 K, 

416.6::1 K, 

Smectic A-isotropic liquid transition. 
Molecular Weight 450.6198 

!J.H=44769 J·mol- I 

!J.S= 119.5 j·mol-I·K- 1 

Aff= 8075 J ·mol- I 

!J.S= 19.4 J·mol-I·K- 1 

Wiswesser Line Notation 12VOR DNUNR DV2 
Evaluation A 

C2sH4004 (Jiq) 81ARUIDAU 
4-(2-Methylbutoxy)phenyl ester of 4-n-decycloxybenzoic acid (D) 
Phase Changes 
liq/liq 323.7 K 

Smecric C-smecric A liqUid rransirlon. 
liq/liq 338.15 K, !J.H= 17.21 J ·mol- I 

Smectic A-isotropic liquid transition. 
Molecular Weight 440.6216 
Wiswesser Line Notation 100R DVOR DOl Y2&1 

Evaluation C 

C2sH54Hg04 (Jiq) 78ADE 
Mercuric tetradecanoate; Mercuric myristate 
Heat Capacity 415 K, Cp= 1135.5 j·mol-I·K- ' 

Mean value, 413 to 421 K. Data only graphically for solid. 
Phase Change~ 
c,II/c,l 382.4 K, 

c,I probably a smectic phase. 
c,l/Iig 387.0 K, 

Molecular Weight 655.3222 
Wiswesser Line Notation OVI3 2 .HG 
Evaluation C 

C2sHS404Cd (c) 
Cndmium(II) ll-tctl'ddcCdllUdtC 

Phase Changes 
c/liq 374.7 K, 

Crystal mesophase. 

lig/1ig 380.4 K, 

Mesophase-liquid. 
Molecular Weight 567.1422 
Wiswesser Line Notation OV13 2 .CD 
Evaluation B 

C2sH5"O"Pb (c) 
Lead(II) n-tetradecanoate 
Phase Changes 
C/liq 372.2 K, 

Crystal-smectic . 
liq/liq 382.7 K, 

Smectic-liquid. 
Molecular Weight 661.9322 
Wiswcsser Line Notation OV 13 2 .PE 
Evaluation B 

!J.H=57900 J·mol- I 

!J.S= 151.4 J ·mol-I·K- 1 

AH=40000 J'mol- I 

!J.S= 103.4 j·mol- I·K- 1 

78KONfRUF 

ilH=43000 J·mol- I 

!J.S= 115 j·mol-I·K- 1 

!J.H= 1600 J·mol-! 
!J.S=4 j·mol-I·K- 1 

76ADE/SIM 

aH=59100 Jmo[-I 

~S= 159 J·mol-I·K- 1 

.:lH=41600 J'11101- 1 

!J.S=109 J·mo!-I·K- 1 
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C28Hs40 4Zn (c) 
Zinc(ll) n-tetradecanoate 
Phase Changes 
clliq 407 K, 

Molecular Weight 520.1122 
Wiswesser Line Notation OV13 2 .zN 
Evaluation B 

78 KONIRUF 

aH=86000 J·mol- t 

as=211 J·mol-t·K- t 

C28HS6Ni4016 (c) 78S0RIYOS 
Tetrakis(}kj-methoxo-2,4-pentanedionato(methanol)nickel(II) 
Heat Capacity 284.91 K, Cp = 1018.5 J.mol-t.K- t 

Temperature range 0.4 to 285 K. Value is unsrrioothed experimental 
datum. 

Molecular Weight 883.5408 
Wiswesser Line Notation D60-NJ-O ADTJ BOI BOI Dl Fl 4 
Evaluation B 

C28HS60 2 (c) 
Ethyl hexacosanate 
Phase Changl!S 

c,IIIc,I 322.65 K, 
f3-o: transition. 

c,I1liq 332.75 K, 
a-liq transition. 

Molecular Weight 424.7492 
Wiswesser Line Notation 25V02 
Evaluation B 

34KIN/GAR 

aH= 13222 J·mol- t 

aH=27048 J·mol- I 

Data on the specific heats are given at or near the phase transitions. 

C28HS8 (c) 
n -Octacosane 
Phase Changes 
c,II1c,I 

c,IIliq 

331.15 K, 

334.35 K, 

Molecular Weight 394.7662 
Wiswesser Line Notation 28H 
Evaluation B 

C28HS8 (liq) 
n -O\.:la\.:usam: 

55SCHIBUS 

aH=35438 J·mol- t 

as= 107.0 J·mol-t·K- t 

aH=64643 J·mol- t 

as= 193.3 J·mol-t·K- t 

69ATKILAR 

Heat Capacity 353 K, Cp=937 J·mol-I·K- 1 

Temperature range 353 to 453 K. Equation only. 
Molecular Weight 394.7662 
'VisWC33cr Linc Notution 28H 

Evaluation C 

C 28H S8 (c) 

n -Octacosane 
Phase Changes 
c,II1c,I 

c,I/Jiq 

331.25 K, 

334.45 K, 

Molecular Weight 394.7662 
Wiswesser Line Notation 28H 
Evaluation B 

73COM 

aH=35438 J·mol- l 

as= 107.0 J·mol-t·K- t 

~H=64642 J·mol- t 

as= 193.3 J·mo!-I·K- 1 
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C28Hs8 (liq) 
n -Octacosane 
Phase Changes 
c,II1c,I 330.7 K, 
c,IIliq 334.7 K, 
Molecular Weight 394.7662 
Wiswesser Line Notation 28H 
Evaluation A 

C2SHSS (c) 
n -Octacosane 
Phase Changes 
c,II1c,I 330.40 K, 
c,IIliq 333.98 K, 
Molecular Weight 394.7662 
Wiswesser Line Notation 28H 
Evaluation A 

C29H40Nz03 (c) 

91CLAILE' 

aH=33675 J·mol- t 

aH=63385 J·mol- t 

9lDOMIWY 

aH=33660 J·mol- t 

aH=66520 J·mol- t 

88FANIPO 
4-n-Pentanoyl-4-n I -dodecanoyloxyazobenzene 
PhalSe ChangelS 

c,IIIIc,II 

c,II1c,I 

315.6 K, 

347.5 K, 

c,IIliq 371.0 K, 

Solid-smectic A. 
liqlliq 404.4 K, 

Smectic A-isotropic. 
liqlliq 363.1 K, 

Smectic A-smectic monotropic 1. 
Molecular Weight 464.6466 

aH=3033 J·mol- t 

as=9.611 J·mo!-I·K- 1 

aH=5230 J·mol- t 

as-1S.0S Jmol-I·K-I 
aH=33618 J·mo!-t 
as=90.62 J·mol-t·K- t 

aH=8866 J·mol- t 

as=21.92 J·mol-t·K- 1 

aH=4607 J·mol- t 

as= 12.69 J·mol-I·K- t 

Wiswesser Line Notation lIVOR DNUNR DV4 
Evaluation A 

Smecticmonotropic I-solid transition, 361 K, aH= 25175 J/me 
as=70.46 J/mol·K. 

C29H4oN203 (c) 83FANIPO 
4-Propiony1~4' -n -tetradecanoyloxyazobenzene 
Phase Changes 
c!liq 375.65 K, aH=45898 J ·mol- l 

Solid-smectic A. 
liqlliq 413.65K, aH=8117J·mol- 1 

Smectic A-isotropic liquid transition. 
Molecular Weight 464.6466 
Wiswesser Line Notation 13VOR DNUNR DV2 
Evaluation A 

C29H4,02 (c,I) 69KOS/SC 
Galvinoxyl radical; 2,6-Di-tert-butyl-4-(3,5-di-tert-butyl-4-oxocyc1ohex 
2,5-dienylidene methyl)phenoxyl 
Heat Capacity 298.15 K, 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 
Phase Changes 
c,IVc,I 81.5 K, 

Magnetic transition temperature. 
Molecular Weight 42 I .6417 

aH= 1504.6 J·mol- t 

as= 18.67 J·mol-I·K- 1 

Wiswesser Line Notation L6V DYJ BX1&1&1 DUIR DO CXI&U 
EXl&I&I& FX1&1&1 

Evaluation A 
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C29H420Z (c) 69KOS/SUG 
2,6-Di-tert-butyl-4-(3,5-di-tert-butyl-4-oxocyclohexa-2,5-dienylidene 
methyl)phenol 

Heat Capacity 298.15 K, Cp =654.28 J·mol-1·K- 1 

Temperature range 12 to 300 K. 
Entropy 298.15 K, S=662.24 J·mo!-I·K- 1 

Molecular Weight 422.6496 
Wiswesser Line Notation L6V DYJ BXl&l&l DUIR DQ CXl&l&1 

EXl&l&l& FXl&l&1 
Evaluation A 

C29H4204 (c) 83ANIIVOR 
4-n-Hexoxypheriyl-4'-n-decyloxybenzoate 
Phase Changes 
c/liq 334.85 K, IlH= 31700 J·mol- I 

Crystal-smectic C. 
Jiq/liq 350.9 K 

Smectic C-smectic A. 
Jiq/Jiq 356.496 K 

Smectic A-nematic. 
Jiq/liq 362.18 K, IlH= 1770 )·mo)-l 

Nematic-isotropic liquid. 
Molecular Weight 454.6484 
Wiswesser Line Notation IOOR DVOR D06 
Evaluation B 

C29HsoO (c) 
,B-Sitosterol; 24-j3-Ethy lcholesteroJ 
Phase Changes 
c,II/c,I 342.7 K, 

Molecular Weight 414.7134 
Wiswesser Line Notation 
Evaluation A 

C29H60 (e) 

n-Nonacosane 
Phase Changes 
e,JI/c,I 

c.Vliq 

331.35 K, 

336.S5 K. 

Molecular Weight 408.7930 
Wiswesser Line Notation 29H 
Evaluation B 

88PETITSY 

IlH=2900 ]·mol- 1 

IlS=8.4 J·mol-1·K- 1 

55SCHIBUS 

ilH=29706 ]·moJ- 1 

ilS=89.7 ]·mol-1·K- 1 

IlH=66107 ]·mol- I 

1l5= 196.4 ]·mol- 1·K- 1 

(C30HI6N~O~)n (c) 79KARISAP 
Poly-(p,p' -diphenylenephthalido)-l 3A-oxadiazole 
Heat Capacity 298.IS K, Cp= SIS. 9 ] ·moJ"I·K- 1 

Temperature range 60 to 500 K. 
Entropy 298.15 K, 5=499.6 ]·mol-I·K- 1 

Molecular Weight 496,48 J 0 
Wiswesser Line Notation 1T56 BHOVT &J BR D-CT5NN DOJ E* BR 

D- CTSNN DO] ER D* / 
Evaluation A 

(C30HI6N8)n (e) 73KARlSAP2 
Poly(trizaoiequinazoline) 
Heat Capacity 298 K. C p =481.2 J·mol-i.K'-1 

Temperature range 100 to 6S0 K. 
Entrop:" 298 K. 5=441.4 ]·mol-I·K- 1 

Molecular Weight 48 8.S1 00 
Wiswesser Line Notation !*YUNR& TSN CN0I] B- ET B566 C0IN FN 

HN] HR D*/ 
Evaluation B 

(C30H20N406)n (c) 79KAR1SAP 
Poly-(p,p' -diphenylenephthalido )hydrazide 
Heat Capacity 298.15 K, Cp =583.7 ]·mol-1·K-1 

Temperature range 60 to 500 K. 
Entropy 298.15 K, S=545.6 J·mol-1·K- 1 

Molecular Weight 532.5114 
Wiswesser Line Notation IT56 BHOVT&J BR DVMMVR D* BR 

DVMMV*/ 
Evaluation A 

(C30H20Ns02)n (c) 73KARlSAP2 
Poly (amido- I ,2,4-triazole) 
Heat Capacity 298 K, Cp = 544.3 J·mol-I·K- 1 

Temperature range 100 to 650 K. 
Entropy 298 K, 5=514.6 J·mol-I·K- 1 

Molecular Weight 524.5404 
Wiswesser Line Notation /*VMR B- CT5NN DMJ ER C- CT5NN DMJ 

ER BMVR D"'( 

Evaluation B 

C30H22 (c) 
p-Quinquephenyl 
Phase Changes 
c/liq 659.6 K, 

Solid-nematic phase change. 
liq/liq 688.1 K, 

Nematic-isotropic phase change. 
Molecular Weight 382.5038 

79SMI 

~H=42300 J·mol- I 

AS=64.1 J·mol-I·K- 1 

ilH= 922 J·mol- I 

i1.S= 1.34 J·mo!-I·K- 1 

Wiswesser Line Notation RR DR DR DR 
Evaluation A 

(C30H34N20S)n (c) 89CHE/JAN 
Poly(azomethine) 
Heat Capacity 

CpCliq)= 1.0417T+575.53 (293 to 467 K). 
Phase Changes 
liqfliq 361U K, ilH= 12300 J·mol- 1 

Disordering transition. 19.1 % crystallinity. 

liq/liq 467.0 K, ilH= 2300 ] 'moI- 1 

il5=4.9 ]·mol-I·K- 1 

Isotropic transition. 
Molecular Weight 502.6090 
Wiswesser Line Notation /*NR B I D020202020R Cl DNUIR DI */ 
Evaluation B 

Poly(azomethine) with four ethylene glycol spacers. T(glass)=293 K. 

C30H3~04 (c) 
4,4' -Diheptanoyloxydiphenyldiacetylene 
Phl'l~p Chl'lngp" 

c,III/c,II 
c,IVc,I 

305 K 
318 K, 

cJVc,II, c,IVc,I transitions combined. 
c,I/liq 402 K, 

Solid-nematic. 
liqlliq 411 K. 

Nematic-isotropic liquid transition. 
Molecular Weight 458.5962 

840ZC/ASR 

tJ.H= 18900 ] ·mol- 1 

tJ.S=60.67 J ·mol-1·K- I 

tJ.H= 25S00 J·mo!-I 
il5= 63.4 7 ] 'mol- I ·K- 1 

IlH= 1170 ] ·mo!-I 
tJ.5=2.84S ]·mol-I·K- 1 

Wiswesser Line Notation 6VOR D I UU2UUl R DOV6 
Evaluation A 
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C3QH41NO (liq) 81ARUIDAU 
4-0ctyl-4' -heptyl-a-cyanostilbene 
Heat Capacity 
Temperature range 320 to 340 K. Data given graphically. 
Phase Changes 
liqlliq 324.3 K 
Smectic C-smectic A liquid transition. 

liqlliq 337.3 K, LiS=1.66 J·mol-I·K- l 

Smectic A-nematic liquid transition. 
liq/liq 338.5 K, LiS=6.98 J·mol-I·K- l 

Nematic-isotropic liquid transition. 
Molecular Weight 431.6600 
Wiswesser Line Notation80R DIUIR DYCN&6 
Evaluation B 

Assume trans isomer. 

88FAN/POE 
4-rt-PClltdllOyl-4-n' -tridccdl1oyloxYdLobcl1Lcnc 

Phase Changes 
c,lIlc,I 361.5 K, 

c,Vliq 371.6 K, 

Solid-smectic A. 
Jiq/Jiq 402.9 K, 

Smectic A-isotropic. 
liq/Jiq 361.9 K, 

Smectic A-smectic monotropic 1. 
Molecular Weight 478.6734 

LiH=6088 J·mol- l 

LiS= 16.84 J·mol-I·K- l 

ilH= 37070 J.mol- l 

LiS=99.76 J·mol-I·K- l 

LiH=9234 J·mol- l 

LiS=22.92 J·mol-I·K- l 

LiH=4477 J·mol- l 

LiS= 12.37 J·mol-I·K- l 

Wiswesser Line Notation 12VOR DNUNR DV4 
Evaluation A 

C3QH42N20 3 (c) 83FAN/POE 
4-Propionyl-4' -n-pentadecanoyloxyazobenzene 
Phase Changes 
c/Jiq 376.65 K, LiH=51505 J·mo!-l 

LiS= 136.7 J·mo!-I·K- 1 

Solid-smectic A. 
liq/liq 412.15 K, 

Smectic A-isotropic liquid transition. 
Molecular Weight 478.6734 

LiH=8452 J·mol- l 

LiS=20.5 J·mol-I·K- 1 

Wiswesser Line Notation 14VOR DNUNR DV2 
Evaluation A 

C:30H46 (e) 83 KRAIBEC 
3.4-Dimethyl-3.4-bis(4-tert-butylphenYI)hexane 
Heat Capacity 298 K, C p= 631.3 J ·mol -I·K- l 

One temperature. Cp given as 0.371 cal.K-l.g- l . 

Molecular Weight 406.6934 
Wiswesser Line Notation lXR DX2&2&X2&2&R DX 
Evaluation B 

C30H5SO" Oiq) 76PHI/MAT 
Di-n-deeyl sebacate 
Heat Capacity 368 K. C p = 100.+ J·mol-I·K- 1 

Temperature range 368 to 240 K. 
Molecular Weight 482.7858 
Wiswesser Line Notation I OOV8VO 10 
Evaluation C 
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C30HSS04Pb (c,lI) 78ADE/Sll 
Lead(II) pentadecanoate 
Heat Capacity 380 K, C p = 1430 J,mol-I·K- 1 

Mean value, 376 to 380 K. Data only graphically for c,lII. 
Phase Changes 
c,lII1c,1I 374.7 K, 

c,I1 and c,I are mesophases. 
c,lIlc,1 384.6 K, 

Molecular Weight 689.9858 
Wiswesser Line Notation OV14 2 .PB 
Evaluation C 

LiH=64100 J·mol- l 

LiS= 171 J·mol-I·K- l 

LlH=48100 J·mol- I 

LlS= 125 J·mol-I·K- l 

C30H62 (liq) 91 TRE/CC 
2,6,10,15,19,23-Hexamethyltetracosane 
Heat Capacity 298.15 K, C p = 886.36 J·mol-I·K- 1 

One temperature. 

Molecular Weight 422.8198 
Wiswesser Line Notation lYl&3Yl&3Yl&3Yl&3Yl&3Yl&1 
Evaluation B 

C30H62 (c,II) 31GARIVA 
n -Triacontane 
Ht:itt Capacity 301 K, C p -808.8 J·mol-I·K- I 

Temperature range 289 to 373 K. Mean value 16 to 38°C, j3-form. 
Phase Changes 
c,lI/c,1 

j3-a transition. 
c,I/liq 

332.2 K, 

338.7 K, 

Molecular Weight 422.8198 
Wiswesser Line Notation 30H 
Evaluation B (Cp), 

C30H62 (c) 
n-Triacontane 
Phase Changes 
e,lI/c,I 335.15 K 
c,I1liq 338.55 K 
Molecular' Weight 422.8198 
Wiswesser Line Notation 30H 
Evaluation B 

C30H62 (c) 
fl-Tridcontdnc 

Phase Changes 
c,IIIc,l 

c,I!liq 

335.25 K. 

338.65 K. 

Molecular Weight 422.8198 
Wiswesser Line Notation 30H 
Evaluation B 

LlH=36484 J·mol- I 

LlS= 109.8 J·mol-I·K- 1 

LlH=68827 J'mol- I 

LlS=203.2 J·mol-I·K- 1 

D (Phase changes) 

55SCH/Bl 

73CO 

~H=37489 J·mo\-I 
~S= 111.8 J·mo\-I·K- I 

\H=()/I,'iP7 T.m(r l 

~S= 203.2 J·mo]-I·K- I 

C30H62 (e) 81HC 
1/-Triacontane 
Heat Capacity 300 K; Cp =558 J·mol-I·K- I 

Temperature range 300 to 500 K. Cv = 1.30 J. g-I·K- 1
• 

Molecular Weight 422.8198 
Wiswesser Line Notation 30H 
Evaluation D 
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C31H44N203 (c) 88FAt~IPOE 

4-Il-Pentanoyl-4-n I - Tetradecanoyloxyazobenzene 
Phase Changes 
c,IIIIc,II 

c,II/c,! 

c,l/lig 

SoJid-smectic A. 

325.1 K, 

354.4 K, 

373.5 K, 

Jiq/Jiq 402.6 K, 

Smectic A-isotropic. 
Molecular Weight 492.7702 

LlH=3234 j·mol- I 

LlS=9.950 J·mol-I·K- I 

LlH=6000 j·mo!-I 
LlS= 16.93 J·mo!-I·K- I 

LlH= 38116 j ·mol- 1 

LlS= 102.05 j·mol-I·K- I 

LlH=9544 j·mol- I 

LlS=23.71 j·mol-I·K- 1 

Wiswesser Line Notation l3VOR DNUNR DV4 
Evaluation A 

C31H44N203 (c) 33FANIPOE 

4-Propionyl-4'-n-hexadecanoyJoxyazobenzene 
Phase Changes 
c/liq 378.65 K, ~H=53011 j·mol- I 

Solid-smectic A. 
liq/Jiq 410.65 K, ~H=8619 J·mol- I 

~S=21.0 J·mol-I·K-· I 

.<;;mf'rlir A-i,ntmpir IiI'J1liri trlln,irinn 

Molecular Weight 492.7002 
Wiswesser Line Notation 15VOR DNUNR DV2 
Evaluation A 

C31HS203 (c) 88BAG/GUR 
(l'-Tocopherol acetate 
Heat Capacity 293.75 K. Cp =898 J·mol-I·K- 1 

Temperature range 273 to 334 K. Unsmoothed experimental datum. 
Molecular Weight 472.7500 
Wiswesser Line Notation T66 BOT&J C3Yl&3YI&3Yl&1 Cl GI 

HOVI II Jl 
Evaluation B 

C31H6-1 (Jiq) 45FISINAY 
II-n-Decylheneicosane 
Heat Capacity 300 K, Cp =949.8 J·mo!"-I·K- I 

Temperature range 12 to 296 K (Penn State), 80 to 297 K (Stanford); at 
300 K. C

r
,=949.8 J·mol-1·K- 1 (Penn State), 9t)~) J'1TI()1- I .K- 1 

(Stanford I, 
Entropy 298.15 K. 

Penn State entropy ahove, From Stanford data, with extrapolation of 
118,0 j·mol-I·K- 1

• S= 1098.3 J·mol-<·K- I. 
Phase Changes 
c/liq ~H=71207 j·mol- I 

.1S=252.20 J. mol-I·K- 1 

St~lnford data give .1H=710-l-4 J·mor- I; Tm 182.2 K. 

282.3-1- K. 

:\Iolecular Weight -1-36.8466 
Wiswesser Line l'Iiotation lOY I 0& I 0 
Evaluation B 

Impurity from melting data, 3.4 to 3.5 molSe. 

38VER 
n-Hentriacontane 
Heat Capacity 323 K. C,,=912 J·mol-I·K- 1 

One temp~rature. Also data for (l' form. 1774 J. mol-I. K -I at 338 K 
and liquid 1096 J·mol·I·K I at 348 K. 

:\Iolecular ,,'eight -1-36.8-1-66 
Wiswesser Line ~otation 31 H 
Evaluation C 

(C32H20N4)n (c) 74KARIRAB 
Poly-[2,2' -(p-phenylene-I, I-diphenyl-5,5' -dibenzimidazole] 
Heat Capacity 298.15 K, Cp =537.2 J·mol-1·K- 1 

Temperature range 50 to 500 K. 
Entropy 298.15 K, S=469.0 J·mol-I·K- I 

Molecular Weight 460.5370 
Wiswesser Line Notation 1T56 BN DNJ CR D* H- HT56 BN DNJ CR 

D*& DR! 
Evaluation A 

C32H22Ge (c) 75LEB/MIL3 
1, I-Diethynyl-2,3,4,5-tetraphenyl-l-germacyclo-pentadiene 
Heat Capacity 298.15 K, Cp =556.5 J·mo!-I·K- I 

Temperature range 62 to 309 K. 
Entropy 298.15 K, S=625.1 J·mol-I·K- I 

Molecular Weight 479.1367 
Wiswesser Line Notation T5-GE- AHJ AIUUI AlUUI BR CR DR ER 
El'alualiull B 

(C32H22Ge)n (gls) 75LEB/MIL3 
Poly- [, l-diethynyl-2,3,4,5-tetraphenyl-I-germacyclopentadiene 
Heat Capacity 298.15 K, Cp =489.5 j·mo\-I·K- I 

Temperature range 62 to 307 K. 
Entropy 298.15 K, 5=524.7 J·mol-I·K- l 

Molecular Weight 479.1367 

Wiswesser Line Notation 1T5-GE- BUTJ AlUUl AlUUl BR* CR* DR 
ER! 

Evaluation B 

(C32H24N402)n (c) 74KARIRAB 
Poly-[N-terphthal y I-bis-(N' -phenyl-o-diphenylamine)] 
Heat Capacity 298.15 K, Cp =612.1 J·mo!-I·K- I 

Temperature range 50 to 500 K. 
Entropy 298.15 K, S=601.2 J·mo\-I·K- I 

Molecular Weight 496.5674 
Wiswesser Line Notation I*VMR BMR ER CMVR * DMRI 
Evaluation A 

C32H26 (c) 31 SMIIAND 
Pentaphenylethane 
Heat Capacity 298.5 K, Cp =473.6 J·mol-I·K- 1 

Temperature range 102 to 346 K. Value is unsmoothed experimental 
datum. 

Molecular Weight 410.5574 
Wiswesser Line Notation RYR&XR&R&R 
Evaluation C 

C32H3SFe3N.j013 (c) 850H/KAM 
fL3-0xo-tris(pyridine)hexakis(acetato) iron(lI) diiron pyridine 
Heat Capacity 300 K, Cp =930 j·mol-'·K- ' 

Temperature range 12 to 300 K. Data given graphically. Value estimated 
from graph. 

Phase Changes 
e.V!c,lV 
c.I Vie. III 
e.IIIIe.Il 
e,II1e,! 

111.4 K 
112.0 K 
185.8 K 
191.5 K 

Molecular Weight 854.2122 
Wiswesser Line Notation OV I 6 &T6NJ 3 &-FE- 0 &T6NJ 
Evaluation C 
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C3zH3SFe3N4013 (c) 86S0RIKAJ 
JL3-0xo-tris(pyridine )hexakis( acetato) iron(II)-diiron pyridine 
Heat Capacity 300 K, Cp =928.91 J·mol-I·K- 1 

Temperature range 12 to 300 K. 
Phase Changes 
c,V/c,IV 
c,IV/c,III 

111.4 K 
112.0 K, 

c,V/c,IV and c,IV!c,III combined. 
c,lIl/c,1I 185.8 K 
c,II1c,I 191.5 K, 

c,lIl/c,1I and c,II1c,1 combined. 
Molecular Weight 854.2122 

ilH=503 J'mol- l 

ilS=4.61 J·mol-I·K- 1 

ilH=4440 J·mol- I 

ilS=26.04 J·mol-I·K- 1 

Wiswesser Line Notation OV1 6 &T6NJ 3 &-FE- 3 0 &T6NJ 
Evaluation A 

C.,zHJ6MnJN"OlJ (c) 89JANNIN 

Hexakis-(p,-acetato) (P,roxo )tris(pyridine) trimanganese· pyridine 
Phase Changes 
c,II1c,I 184.65 K, 

Molecular Weight 851.4852 

ilH=6460 J·mol- I 

ilS=35.77 J·mol-I·K- 1 

Wiswesser Line Notation OVI 6 &T6NJ 3 &-MN- 0 &T6NJ 
Evaluation A 

C3zH3SMn3N4013 (c) 89NAKISOR 
Hexakis-(p,-acetato ) (JL3-0XO )tris(pyridine )trimanganese· pyridine 
Heat Capacity 299.804 K, Cp =926.56 J·mol-I·K-1 

Temperature range 14 to 302 K. Unsmoothed experimental datum. 
Phase Changes 
c,II1c,I 184.65 K, 

Molecular Weight 851.4852 

ilH=6460 J·mol- I 

ilS=35.77 J·mol-I·K- 1 

Wiswesser Line Notation OVI 6 &T6NJ 3 &-MN- 0 &T6NJ 
Evaluation A 

C32H3sO" (c) 
4,4'-Dioctanoyloxydiphenyldiacetylene 
Phase Changes 
c,Il/c,I 359 K, 

c,l/liq 

Solid-nematic. 
liq/liq 

406 K, 

412 K, 

Nematic-isotropic liquid transition. 
l\lolecular Weight 486.6498 

840ZC/ASR 

ilH=35400 J·mol- I 

ilS=98.70 J·mol-I·K- 1 

ilH= 34000 J·mol- I 

ilS= 83.76 J·mol-I·K- 1 

AH=.21800 J·mol- I 

/lS=5.272 J·mol-I·K- 1 

Wiswesser Line Notation 7VOR DIUU2UUIR DOV7 
Evaluation A 

C32H39CIOz (c) 79LEWIENE 
N orethindrone-6-( 4-chloropheny I )-hexanoate 
Phase Changes 
c/liq 413 K, 

Molecular 'Veight 491.1119 

AH=28800 J·mol- I 

6.5=69.7 J·mol-I·K- 1 

Wiswesser Line Notation L E5 B666 OV MUTJ EI FI UUI FVSR DG 
Evaluation A 
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C3zH46Nz03 (c) 88FANIPOE 
4-n-Pentanoyl-4-n r -pentadecanoyloxyazobenzene 
Phase Changes 
c,II1c,I 

c,l/liq 

Solid-smectic A. 

368.9 K, 

374.8 K, 

liqlliq 401.2 K, 

Smectic A-isotropic. 
Molecular Weight 506.7270 

ilH=9117 J·mol- I 

ilS=24.71 J·mol-I·K- 1 

ilH=42702 J·mol- I 

/lS= 113.93 J·mol-I·K- 1 

ilH=9836 J·mol- I 

ilS=24.S2 J·mol-I·K-1 

Wiswesser Line Notation 14VOR DNUNR DV;:l 
Evaluation A 

C32H46N203 (c) 83FANIPOE 
4-Propionyl-4' -n-heptadecanoyloxyazobenzene 
Phase Changes 

clliq 379.65 K, ilH=58743 J·mol- l 

ilS= 154.7 J·mo!-I·K- 1 

Solid-smectic A. 
liqlliq 409.65 K. 

Smectic A-isotropic liquid transition. 
Molecular Weight 506.7270 

ilH= 8703 J'mol- I 

ilS=21.2 J·mol-I·K- 1 

Wiswesser Line Notation 16VOR DNUNR DV2 
Evaluation A 

C32HSO (c) 83KRAlBEC 
2,4,S,7 -Tetramethyl-4,5-bis( 4-tert-butylpheny I)octane 
Heat Capacity 298 K, Cp =683.9 J·mol-I·K- 1 

One temperature. C p given as 0.376 cal.K-1.g -I. 
Molecular Weight 434.7470 
Wiswesser Line Notation lXR DXIY&XIY&R DX 
Evaluation B 

C32Hso (c) 83KRAIBEC 
4,5-Diethyl-4,S-bis-(4-tert-butylphenyl)octane 
Heat Capacity 298 K, Cp =618.5 J·mol-I·K- 1 

One temperature. C p given as 0.340 caI.K-1.g -I. 
Molecular Weight 434.7470 
Wiswesser Line Notatio~- lXR DX2&3&X2&3&R DX 
Evaluation B 

C32HS40" (gls) 840VC/MO~ 

Diisododecyl phthalate 
Heat Capacity 297.50 K, C p =909 J.mo\-I.K-I 

Temperature range 6 to 300 K. Un smoothed experimental datum. 
Entropy 298.15 K, 5=959 J·mol-I·K- 1 

Molecular Weight 502.7762 
Wiswesser Line Notation 4Y2&IY2&IOVR BVOIY2&lY2&4 
Evaluation A 

T(glass) = 188 K. 
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C32H6204Cd (c) 
Cadmium(I1) n-hexadecanoate 
Phase Changes 
clliq 380.4 K, 

Crystal-mesophase( 1). 
liqlliq 387.1 K. 

Mesophase(1)-mesophase(2). 
liq/liq 399 K, 

Mesophase(2)-liquid. 
Molecular Weight 623.2494 
Wiswesser Line r"Jotation OV15 2 .CD 
Evaluation B 

C32H6204Pb (c) 
Lead(II) n-hexadecanoate 
Phase Changes 
C/liq 373.4 K, 

Crystal-smectic( I). 
liq/liq 380.6 K, 

Smectic( 1 )-smectic(2). 
liq/liq 384.2 K, 

Smectic(2)-liquid. 
Molecular Weight 718.0394 
Wiswesser Line Notation OVI5 2.PB 
Evaluation B 

C32H6204Zn (c) 
Zinc(II) n-hexadecanoate 
Phase Changes 
clliq 407 K, 

Molecular Weight 576.2194 
Wiswesser Line Notation OV 15 2 .zN 
Evaluation B 

78KONIRUF 

aH=23000 J·mol- 1 

as=60 J·mol-1·K- 1 

aH= 15300 J·mo!-l 
as=40 J ·mol-1·K- 1 

aH=4800 J·mol- 1 

as= 12 J·mol-1·K- 1 

76ADE/SIM 

aH=55000 J ·mol- 1 

as= 147 J·mol-1·K- 1 

dH=40000 J·mol- 1 

dS= 100 J·mol-1·K- 1 

dH=46400 J·mol- 1 

A~= III J·mol I.K I 

78KONIRUF 

dH=93000 J·mol- 1 

as=229 J·mol-I·K- 1 

78ADE 
Mercuric hexadecanoate; Mercuric palmitate 
Heat Capacity 410 K, Cp =1217.3 j·mol-1·K- 1 

Mean value, 396 to 421 K. Data only graphically for solid. 
Phase Changes 

c,I1/c,I 383.4 K, 

d probably a smectic phase. 
C',Vliq 390.3 K, 

Molecular Weight 713.4452 
Wiswesser Line Notation OV 15 2 .HG 
Evaluation C 

dH=49500 J'mol- l 

dS= 129.1 J·mol-1·K- 1 

j"H- 59500 J mo)-l 
~S= 152.4 J ·mol-I·K- 1 

Data on the specific heats are given at or near the phase transitions. 

C32H640 2 (c) 

Ethyl triacontanate 
Phase Changes 
dUd 334.65 K. 

f3-a transition. 
c,Uliq 341.45 K, 

a-lig transition. 
Molecular Weight 480.85M 
Wiswesser Line Notation 29V02 
Evaluation B 

34KINIGAR 

j,H= 16196 j·mo]-l 

;j.H=36073 J·mol- 1 

C32H66 (c,a) 
n-Dotriacontane 
Heat Capacity 338 K, 

One temperature. 
Molecular Weight 450.8734 
Wis\\;esser Line Notation 32H 
Evaluation C 

C32H66 (c,f3) 
n -Dotriacontane 
Heat Capacity 

One temperature. 
333 K, 

Molecular Weight 450.8734 
Wiswesser Line Notation 32H 
Evaluation C 

C3zH66 (liq) 
n-Dotriacontane 
Heat Capacity 348 K, 

One temperature. 
Molecular Weight 450.8734 
Wiswesser Line Notation 32H 
Evaluation C 

38VER 

38VER 

38VER 

C~~HIlIl (c) 49PAR/MOO 

n -Dotriacontane 
Heat Capacity 298.15 K, Cp =877.4 J·mol-1·K- 1 

Temperature range 80 to 300 K. 
Entropy 298.15 K. 5=851.4 J·mol-1·K- 1 

Extrapolation below 80 K, 214.8 J·mol- t ·K- l. 
Molecular Weight 450.8734 
Wiswesser Line Notation 32H 
Evaluation B( C p),qS) 

C32H66 (c) 
n -Dotriacontane 
Phase Changes 
c,IUc,I 

c,Uliq 

338.65 K. 

343.45 K, 

Molecular Weight 450.8734 
Wiswesser Line Notation 32H 
Evaluation B 

n-Dotriacontane 

73COM 

aH=41376 J·mol- 1 

/1S= 122.2 J·mol-I·K- 1 

dH= 76567 J·mol- 1 

as=222.9 J·mol-1·K- 1 

81HOE 

Heat Capacity 300 K. rl'=ROf, T.mol-I.K- 1 

Temperature range 300 to 500 K. C t' = 1 .77 . K~ i • 
Molecular Weight 450.8734 
Wiswesser Line Notation 32H 
Evaluation B 

C32HnCdCI4Nz (e) 85RIC/CAV 
Bis-hexadecylammonium tetrachlorocadmium 
Phase Changes 
c.IV/c,IIJ 

c.IIllc.II 

c.lUc.I 

346 K, 

352 K. 

356 K. 

Molecular Weight 739.1562 

j,H=32000 J·mol- l 

;j.S=93 J·mol-I·K- 1 

.lH= 8000 J ·mo]-l 
j,S=23 J·mol-1·K- 1 

.lH=26500 J·mor- 1 

~S=74 J·mor-1·K- 1 

Wiswesser Line Notation -16-ZH 2 .CD G4 
Evaluation B 
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C32H72CdCI4N2 (c) 89CHAlHOU 
Bis(n -hexadecylammonium)tetrachlorocadmate 
Phase Changes 
c,IV/c,III 345 K, 

Monoclinic to ortho II. 
c,IIIIc,I1 352 K, 

Ortho II to ortho 1. 
c,IIIc,I 356 K, 

Ortho I to tetragonal. 
Molecular Weight 739.1562 

~H=40400 j·mol-1 

~5= 117.2 j·mol-I·K- 1 

~H=7700 j·mol- I 

~5=21.6 j·mol-I·K- 1 

~H=31500 j·mol- I 

~5=88.1 j·mol-I·K- 1 

Wiswesser Line Notation 16ZH 2 .CD G4 
Evaluation A 

79LEWIENE 
N orethi ndrone trans-4-hexy leyc lohcxy lcurbox y lutc 

Phase Changes 
c/liq 398 K, 

Molecular Weight 462.6304 

~H=22600 j·mol- 1 

~5=56.8 j·mol-1·K- 1 

Wiswesser Line Notation L E5 B666 OV MUTJ EI FIUUl FV- -AL6TJ 
Evaluation A 

C33H3402 (c) 79LEWIENE 
Norethindrone biphenyl-4-carboxylate 
Phase Changes 
c/liq 462 K, ~H=31600 j·mol- I 

Molecular Weight 462.6304 
Wiswesser Line Notation L E5 B666 OV MUTJ E1 FlUUl FVR DR 
Evaluation A 

C33H400 2 (c) 
Norethindrone 4-cyclohexylbenzoate 
Phase Changes 
c/liq 482 K, 

Molecular Weight 468.6778 

79LEW/ENE 

~H=36800 j·mol- I 

~S=65.6 j·mol-I·K- 1 

Wiswesser Line Notation L E5 B666 OV MUTJ El FlUUl FVR 
D- -AL6TJ 
Evaluation A 

C33H4sN203 (c) 88FANIPOE 
4-n -Pentanoyl-4-n' -hexadecanoyloxyazobenzene 
Phase Changes 
l.:.III/c.II 333.9 K, 

dIlc.I 361.8 K, 

c.I/liq 377.4 K, 

Solid-smectic A. 
liq/liq 399.6 K, 

Smectic A-isotropic. 
Molecular Weight 520.7538 

.j.ll~4686 J'mol- I 

..15= 14.03 j·mo!-I·K- 1 

.:lH=7146 j·mol- 1 

..15= 19.75 J·mol-I·K- 1 

j.H-15627 J·mol- I 

6.5= 120.90 j·mol-I·K- 1 

..1H= 10067 j·mol- I 

A5= 25.19 J·mol-I·K- 1 

Wiswesser Line Notation 15VOR DNUNR DV4 
Evaluation A 
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C33H48N203 (c) 83FANIPOE 
4-Propionyl-4' -n -octadecanoyloxyazobenzene 
Phase Changes 
clliq 

Solid-smectic A. 

380.65 K, 

liqlliq 408.65 K, 

Smectic A-isotropic liquid transition. 
Molecular Weight 520.7538 

~H=59622 j·mol- I 

~5= 156.6 j·mol-I·K- 1 

AH=8954 j·mol-1 

~5=21.9 j·mol-I·K- 1 

Wiswesser Line Notation 17VOR DNUNR DV2 
Evaluation A 

C33H480 2 (c) 79LEWlENF 
Norethindrone trans-3-(4-butylcyclohexyl)propionate 
Phase Changes 
c/liq 374 K, AH=22500 j·mol- I 

Molecular Weight 476.7410 
Wiswesser Line Notation L E5 B666 OV MUTJ E1 FlUUl FV2-
-AL6TJ D4 
F.Vllhllltion A 

76PHIIMAl 
TridcCdlloin; Glyccryl tridceanoatc 

Heat Capacity 313 K, Cp = 1109 j·mol-I·K- 1 

Temperature range 313 to 388 K. 
Molecular Weight 554.8492 
Wiswesser Line Notation 9VO 1 YOV9& 10V9 
Evaluation C 

C33H6S (c) 30PARIHUf 
n -Tritriacontane 
Heat Capacity 294.4 K, Cp =900.8 j·mol-I·K- 1 

Temperature range 94 to 294 K. Value is unsmoothed experimenta 
datum. 

Entropy 298.15 K, 5=877.8 j·mol-I·K- 1 

Extrapolation below 90 K, 267 j·mol-I·K- 1• 

Molecular Weight 464.9002 
Wiswesser Line Notation 33H 
Evaluation B(<?p),CC5) 

C33H68 (liy) 
n -Tritriacontane 
Heat Capacity 353 K, 

Temperature range 80 to 110°C. 
Phase Change'> 

clliq 344.2 K, 

Molecular Weight 464.9002 
Wiswesser Line Notation 33H 

Evaluation B 

(C34HlsN60)n (c) 
Polybenzimidazoloquinazole 
Heat Capacity 298.15 K, 

Temperature range 60 to 600 K. 

J2SPAlTIIC 

1112.5 J·mol-I·K- 1 

~H= 105039 j·mo)-I 
~5= 305.2 j·mo)-I·K- 1 

84KARlSH' 

Entropy 298.15 K. 5=453.2 J·mol- I·K- 1 

Molecular Weight 526.5560 
Wiswesser Line Notation IT D6 C656 BN LNJ K* 00- OT D6 C656 B? 
LNJ KR D*I 
Evaluation B 
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(C34H20N40)n (c) 77KARIRAB 
Poly[2,2' -( I ,4-phenylene )-7,7' -oxy-bis(3-phenylquinoxaline)] 
Heat Capacity 300 K, Cp =600 J·mol-1·K- 1 

Temperature range 100 to 700 K. Data given graphically. Value 
estimated from graph. 

Entropy 300 K, S=449.8 J·mol-1·K- 1 

Molecular Weight 576.6558 
Wiswesser Line Notation ff66 BN ENJ CR D* HO- HT66 BN ENJ CR 
DR D*/ 
Evaluation C(Cp ,S); A(Phase changes) 

T(glass)=556.0 K. 

(C34H22N603)n '(c) 84KARlSHV 
Bis-(o-aminophenyl)-2,2'-dibenzimidazole oxide, intermediate polymer 
Heat Capacity 298.15 K, Cp =699.2 J·mol-1·K- 1 

Temperature range 60 to 600 K. 
Entropy 298.15 K, S=594.8 J·mol-1·K- 1 

Molecular Weight 562.5864 
Wiswesser Line Notation /*VR DVMR B- CT56 BM DNJ HO-HT56 
BM DNJ CR BM*/ 
Evaluation B 

C34H4204 (c) 
4,4'-Dinonanoyloxydiphenyldiacetylene 
Phase Changes 
0,11/0,1 

c,IIliq 

Solid-nematic. 
liq/liq 

326 K, 

400 K, 

401 K, 

Nematic-isotropic liquid transition. 
Molecular Weight 514.7034 

840ZC/ASR 

AH~ 19500 J-rnol- 1 

AS=59.79 ]·mol-I·K- 1 

AH=33500 J·mol- 1 

AS=83.76 J·mol-I·K- 1 

AH= 14600 J·mol- 1 

AS=3.640 ]·mol-1·K- 1 

Wiswesser Line Notation 8VOR DlUU2UUIR DOV8 
Evaluation A 

C34HsoN203 (c) 88FANIPOE 
4-n-Pentanoyl-4-n' -heptadecanoyloxyazobenzene 
Phase Changes 
c,II1c,I 

c,IIliq 

Solid-smectic A. 
Iiqlliq 

371.5 K, 

377.4 K, 

397.0 K, 

Smectic A-isotropic. 
Molecular Weight 534.7806 

AH=9217 ]·mol- 1 

AS=24.81 J·mol-1·K- 1 

I1H=46497 ]·mol- 1 

I1S= 123.20 J·mol-1·K- 1 

AlI=9979 J'11101- 1 

I1S=25.14 J·mol-I·K- I 

Wi .. wp .... pr Linp NotMion 16VOR DNUNR DV4 

Evaluation A 

C 34H S4 (c) 83KRAIBEC 
4.5-Dipropyl-4.5-bis(4-tert-butylphenyl)octane 
Heat Capacity 298 K, Cp =724.2 ]·mol-I·K- I 

One temperature. C p given as 0.374 cal.K-I.g- l
. 

Molecular Weight 462.8006 
Wiswesser Line Notation 1XR DX3&3&X3&3&R DX 
Evaluation B 

C34H640" (Jiq) 76PHI/MAT 
Di-n -dodecyl sebacate 
Heat Capacity 368 K. Cp = 1117 ]·mol-I·K- I 

Temperature range 368 to 408 K. 
Molecular Weight 536.8772 
\Viswesser Line Notation 120V8VO 12 
Evaluation C 

C34H6604Pb (c,III) 
Lead(II) heptadecanoate 
Heat Capacity 

Data only graphically for c,III. 
Phase Changes 
c,IIIIc,II 378.7 K, 

c,II, and c,I, are mesophases. 
c,IIIc,I 387.4 K, 

Molecular Weight 746.0930 
Wiswesser Line Notation OV16 2 .PB 
Evaluation C 

n -Tetratriacontane 

78ADE/SIM 

AH=68000 J·mol- 1 

AS= 180 J·mol-1·K- 1 

AH=55100 J·mol- 1 

AS= 142 J·mol-I·K- I 

31GARIVAN 

Heat Capacity 303 K, Cp =887.4 ]·mol-1·K- 1 

Temperature range 29j to j/j K. Mean value 20 to 40°C. ,B-form. 
Phase Changes 
c,II1c,I 

fJ-u tnlu::.itiuH. 

c,I1liq 

341.1 K, 

345.6 K, 

Molecular Weight 478.9270 
WillweSller Line Notation 34H 

Evaluation B 

n-Tetratriacontane 

AH=48032 J'mol- I 

AS= 140.8 J·mol-I·K- 1 

AH=79956 J·mol- 1 

AS=231.4 ]·mo!-I·K- 1 

69ATKILAR 

Heat Capacity 353 K, Cp = 1149 J·mol-I·K- I 

Temperature range 353 to 453 K. Equation only. 
Molecular Weight 478.9270 
Wiswesser Line Notation 34H 
Evaluation C 

C34H70 (c) 

ll-Tetratriacontane 
Phase Changes 
c,IIIIc,II 
c,II/c,I 

c,I1liq 

342.25 K 
342.65 K, 

345.95 K, 

Molecular Weight 478.9270 
Wiswesser Line Notation 34H 
Evaluation B 

C3sHS2N203 (c) 

73COM 

I1H=48032 J·mol- I 

AS= 140.2 J·mol-I·K- I 

AH=79956 J·mol- I 

6.5-231.1 J·lIIuI- I ·K- 1 

88FANIPOE 
4-n -Pentanoyl-4-n I -octadecanoyloxyazobenzene 
Phase Challge~ 

c,III!c,II 

c,II1cJ 

cJ/liq 

Solid-smectic A. 

339.6 K, 

367.5 K, 

379.3 K, 

Jiq/!iq 397.3 K, 

Smectic A-isotropic. 
Molecular Weight 548.8074 

I1H=5305 J·mol- I 

AS= 15.62 J·mol-1·K- 1 

!J.H=8268 J·mol- I 

I1S=22.50 J·mo!-I·K- I 

!1H=51827 J·mo!-I 
I1S= 136.64 J·mol-I·K- I 

6.H= 10447 J·mol- I 

I1S= 26.30 J·mol-I·K- 1 

Wiswesser Line Notation 17VOR DNUNR DV4 
Evaluation A 
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31GARlVAN 
n -Pentatriacotane 
Heat Capacity 302 K, Cp =915.9 J·mol-I·K- I 

Temperature range 290 to 373 K. Mean value, 17 to 41°C. 
Phase Changes 
c,II1c,I 

f3-a transition. 
c,I1liq 

344.7 K, 

347.2 K, 

Molecular Weight 492.9538 
Wiswesser Line Notation 35H 
Evaluation B 

C36H18 (c) 

LlH=41087 J·mol- I 

LlS= 119.2 J·mol-I·K- I 

LlH=86400 J·mol- I 

LlS=248.8 J·mol-I·K- I 

79FARISHA 
Decacyclene; Diacenaphtho[ 1 ,2-j: I' ,2' -1]-fluoranthene 
Phase Changes 
e,II/e,1 

c/liq 
533 K 

562.0 K, 

Molecular Weight 450.5382 

LlH=45200 J·mol- I 

LlS=80.4 J·mol-I·K- I 

Wi~wp~~pr Linp Nntlltinn T _ FA F-A ns P6 P-6 05 C6566 3AC-P- K&J 

Evaluation B 

C 36II24 (c) U7MAO 

1,3,5-Tri-2-naphthylbenzene 
Heat Capacity 300 K, Cp =481 J·mol-I·K- I 

Temperature range 200 to 560 K. Estimated, data graphically only. Also 
data for glass. 

Phase Changes 
c/liq 472 K, 

Molecular Weight 456.5856 

LlH=42425 J'mol- I 

LlS=89.9 J·mol-I·K- I 

Wiswesser Line Notation L66J C- R CCL66J& E- CL66J 
Evaluation C 

C36H300Si2 (c) 86DZHlKUL 
Hexaphenyldisiloxane 
Heat Capacity 298.15 K, Cp =681 J·mol-I·K- I 

Temperature range 4 to 300 K. Cp (c)=124+ 1.726T+5.6X 1O- I T2 

(150 to 300 K). 
Entropy 298.15 K, S=754.4 J·mol-I·K- I 

Molecular Weight 534.8034 
Wiswesser Line Notation R-SI-R&R&O-SI-R&R&R 
Evaluation A 

C36H.I003SiJ (e) 82KULIDZH 
Hexaphenylcyclotrisiloxane 
Heat Capacity 298.15 K. Cp =683.7 J·mol-I·K- I 

Temperature range 4.7 to 300 K. Data given graphically except for data 
at 298.15 K. 

Entropy 298.15 K, S=735.5 J·mol-I·K- I 

Molecular Weight 594.8877 
Wiswesser Line Notation T6-SI-0-SI-0-SI-OTJ AR AR CR CR ER ER 
Evaluation B 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 

C36H46Fe3N4013 (c) 87S0RlSHl 
Mixed valence iron oxo-centered complex with acetate and 3-methyJ 
pyridine 
Heat Capacity 299.635 K, C p = 1094.7 J·mol-I·K- I 

Temperature range 12 to 350 K. Un smoothed experimental datum. 
Phase Changes 
c,V/c,IV 
c,IV/c,III 

181 K 
263.5 K 

c ,III/c ,II 271.5 K 
c,!I1c,! 282.2 K 
Molecular Weight 910.3194 
Wiswesser Line Notation -FE-3 0 & T6NJ Cl 3 & OVI 6 & T6NJ C: 
Evaluation A 

Cumulative enthalpy and entropy changes due to the four phast 
transitions were: LlH=341O J·mol- I, LlS= 13.71 J·mol-I·K- I. 

C36H 460 4 (c) 
4,4'-Didccanoyloxydiphcnyldidcctyicnc 

Phase Changes 
c,IIIc,! 308 K, 

c,IIliq 403 K, 

Solid-isotropic. 
Molecular Weight 542.7570 

840ZC/ASF 

LlH=44900 J·mol- I 

LlS= 122.1 J·mol-I·K- I 

aH=42200 J.mol- I 

LlS= 104.6 J·mol-I·K- I 

Wiswesser Line Notation 9VOR 0 lUU2UUI R DOV9 
Evaluation A 

C36H4sN202 (c) 92CHE/JI]\ 
N ,N' -Bis( 4-n -octyloxybenzal)-1 ,4-pheny lenediamine 
Heat Capacity 298.15 K, Cp = 805.69 J·mol-I·K- I 

Temperature range 130 to 550 K. CpOiq)= 1433.2- 0.3084T JIK·mo 
(530 to 550 K). 

Phase Changes 
c,IIIIliq LlH=44360 J·mol- I 

LlS= 106.04 J-mol-I·K- I 

Total for the series of transitions over temperature range 385.50 tl 

504.76 K. 
Molecular Weight 540.7874 
Wiswesser Line Notation 80R DYUNR DNUYR 008 
Evaluation B 

C36H4sNi4016 (c) 83S0RIMUF 
Tetra -f.L3 - methoxy -tetrakis-[salicy laldehydato (methanol) nickel (II)] 
Heat Capacity 284.664 K, Cp = 1038.4 J·mol-I·K- I 

Temperature range 0.4 to 288 K. Unsmoothed experimental datum. 
Molecular Weight 971.5656 
Wiswesser Line Notation VHR BO .NI 0 I &01 &4 
Evaluation A 

C 36H60030 (c) QORRTIWAf 

a-Cyclodextrin; Cyclohexaamylose 
Heat Capacity 298.15 K, 

Estimated value. 
Molecular Weight 972.8520 
Wiswesser Line Notation 1T50TJ B* CQ DQ EQ* FIQI 6 
Evaluation B 
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.C36H,004Cd (c) 
Cadmium(II) n -octadecanoate 
Phase Changes 
clliq 380 K, 

Crystal-mesophase( 1). 
Jiqlliq 386.2 K, 

Mesophase( 1 )-mesophase(2). 
liqniq 391.2 K, 

Mesophase(2)-liquid. 
Molecular Weight 679.3566 
Wiswesser Line Notation OV17 2 .CD 
Evaluation B 

C36H70Hg04 Oiq) 

78KONIRUF 

AH= 19600 j·mo!-l 
6.S=51 J·mol-1·K- 1 

AH:=::22800 J·mo]-I 
AS=59 j·mo!-I·K- 1 

AH=26200 j·mo!-l 
AS=67 j·mor-I·K- 1 

78ADE 
Mercuric octadecanoate; Mercuric stearate 
Heat Capacity 410 K, Cp = 1377.2 J·mol-I·K- 1 

Mean value, 391 to 433 K. Data only graphically for solid. 
Phase Changes 
c,II1c,I 

c,Illiq 

355.2 K, 

383.2 K, 

Molecular Weight 767.5366 
Wiswesser Line Notation OV 17 2 .HG 
Evaluation C 

C36H7004Pb (c) 
Lead(II) n-octadecanoate 
Phase Changes 
cfJiq 381.2 K, 

Crystal-smectic. 
Iiqlliq 387.2 K, 

Smectic-liquid. 
Molecular Weight 774.1466 
Wiswesser Line Notation OV 17 2 .PB 
Evalu:ation B 

C36H7004Zn (c) 
Zim:(lI) n-Ul.:laUt:l.:anOale 

Phase Changes 
clliq 403 K. 

Molecular Weight 632.3266 
Wiswesser Line Notation OV 17 2 .ZN 
Ev~uation B 

C36H7~ (c) 
n-Hexatriacontane 
Phase Changes 
l:,III/I.:.n 

c.Il!c.I 

c.I/liq 

343.25 K, 

3..J.6.95 K. 

349.05 K. 

Molecular Weight 506.9806 
Wiswesser Line Notation 36H 
E .... alulltion B 

.:1H=44UU J.mol J 

AS= 12.4 j·mol-1·K- 1 

AH= 116500 J·mo[-l 
AS=296.3 j·mol-!·K- 1 

76ADE/SIM 

I1H=62600 ]·mol- J 

AS=164 j·mol-1·K- 1 

AH=56900 J·mo!-l 
AS= 147 J ·mo!-I·K- 1 

78KONIRUF 

AH= 103000 J ·mo!-I 
AS= 256 J ·mor-I·K- 1 

55SCH/BUS 

tlH~9916 J·mar l 

.l5=28.7 j'mol-I,K- 1 

.lH=30543 j·mol- I 

.lS==88.0 j·mol- I ,K- 1 

.lH=88826 j·mo!-l 
AS= 254.5 j ·mor· 1 ,K- 1 

C36H'4 (liq) 69ATKILAR 
n -Hexatriacontane 
Heat Capacity 353 K, Cp = 1206 J·mo!-1·K- 1 

Temperature range 353 to 453 K. Equation only. 
Molecular Weight 506.9806 
Wiswesser Line Notation 36H 
Evaluation C 

C36H74 (e) 
n -Hexatriacontane 
Phase Changes 
c,IIIIc,n 345.35 K, 

c,IIIc,1 347.05 K, 

c,I1liq 349.15 K, 

Molecular Weight 506.9&06 

Wiswesser Line Notation 36H 
Evaluation B 

n -Hexatriacontane 

73COM 

AH=9916 J'mol- I 

6.5=28.7 j·mol- I·K- 1 

6.H= 30543 J·mo!-l 
~S=88.0 J·mo\-I ·K- J 

AH= 130666 J·mo!-I 
A5== 374.2 j·mol-I·K- 1 

81HOE 

Heat Capacity 300 K, Cp =840 j·mo!-I·K- J 

Temperature range 300 to 500 K. C u = l. 64 J. g - J • K- 1 • 

Molecular Weight 506.9806 
Wiswesser Line Notation 36H 
Evaluation B 

C36HsoCdC!4N2 (e) 84WHI 
Bis(octadecylammonium) cadmium tetrachloride 
Heat Capacity 300 K, Cp= 1010 J·mo!-I·K- 1 

Temper:Hllrt" r::lngE' 10 to 370 K. Data given graphically. Value estimated 

from graph. 
Phase Changes 
c,V/c,IV 

c,IV/c,III 

c,IIIIc,II 

c,II/c,J 

349.6 K, 

356.0 K, 

359.5 K, 

365.6 K, 

Molecular Weight 795.2634 

AH=49500 j·mol- 1 

A5= 132 j·mol-I·K- 1 

AH=2300 j·mol- I 

A5=6.5 J·mo!-I·K- 1 

AH= 3500 J.mo!- J 

A5=9.6 J·mol-I·K- 1 

AH=34300 j·mol- I 

A5==95 j·mo!-I·K- 1 

Wiswesser Line Notation 18ZH 2 .CD G4 
Evaluation qcp); A(Phase changes) 

C3,H5~Si (Jiq) 60BARfBOL 
Tribenzy l-n -hexadecy !silane 
Heat Capacity 313 K. 

Temperature range 40 to 240°C. 
Molecular Weight 526.9191 
Wiswesser Line Notation 16 SI 1R&IR&lR 

Evaluation B 

C3sH28B2F8FeNs (e) 87KULIIYE 
Bis( 1,1 0-phenanthroline-2-carbaldehyde phenyl hydrazone) iron(II) 
di tetraft uoroborate 
Phase Changes 
c.IIk,! 280.3 K . 

Spin-state lransition. 

Molecular Weight 826.1470 

AH= 15600 j·mol- I 

A5=55.5 j·mol-I,K- i 

Wiswesser Line Notation T B666 eN NN r:/JJ 01 UNMR r:f;-FE-r:/JT B666 
eN NN4>j 01 UNMR &B-1'"4 2 
Evaluation A 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 
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C3sH2sCi2FeNsOs (c) 87KULIIYE 
Bis( I, 10-phenanthroline-2-carbaldehyde phenylhydrazone) iron(ll) 
diperchlorate 
Phase Changes 
c,lI/c,I 244.8 K, 

Spin-state transition. 
Molecular Weight 851.4410 

I1H= 15800 J'mol- 1 

I1S=64.6 J·mol-1·K- 1 

Wiswesser Line Notation T B666 CN NN<f>J DlUNMR ¢-FE-¢T B666 
CN NN ¢J D 1 UNMR &G-04 2 
Evaluation A 

C3sH3604Si4 (c) 82KULIDZH2 
1,1,3,3,5,5-Hexaphenyl-7,7-dimethylcyclotetrasiloxane 
Heat Capacity 298.15 K, Cp =815.5 J·mol-1·K- I 

Temperature range 12 to 340 K. 
Entropy 298.15 K, S=865.7 J·mol-I·K- J 

Moleculat- Weight 669.0420 

Wiswesser Line Notation T8-SI-0-SI-0-SI-OJ AR AR Cl CI ER ER GR 
GR 
Evaluation A 

C3sHso04 (c) 
4,4 , -Diundecanoy loxydipheny Idiacety lene 
Phase Changes 

840ZC/ASR 

c,llI/c,n 339 K, 

c,lI/c,1 359 K, 

c,I11iq 399 K, 

LlH=18100 ]·mol- J 

I1S=53.54 J·mol-I·K- 1 

I1H=7590 J·mol- 1 

I1S= 21.14 J ·mol-I·K- 1 

I1H=36200 J'mol- l 

I1S=90.85 J·mol-I·K- 1 

Solid-isotropic. 
Molecular Weight 570.8106 

Wiswesser Line Notation 100VR DlUU2UUlR DOVIO 
Evaluation A 

C3sH62 (c) 83KRA/BEC 
5,6-Dibuty 1-5 ,6-bis( 4-tert-buty Ipheny l)decane 
Heat Capacity 298 K, Cp =805.5 J·mol-I·K- 1 

One temperature. C p given as 0.371 cal.K-I.g- l . 

Molecular Weight 518.9078 
Wiswesser Line Notation IXR DX4&4&X4&4&R DX 
Evaluation B 

(C3sH700s)n (Jiq) 75PHIIWAL 
Poly(hexamethylene sebacate) 
Heat Capacity 328.15 K, Cp= 1290 J·mol-1·K- I 

Temperature range 328.15 to 408.15 K. 
Phase Changes 
C/liq 306 K 
Molecular Weight 654.9662 

Wiswesser Line Notation 60V8V06V08V06 
Evaluation B 

C3sH700g (\iq) 76PHIIMAT 
Dihexyl hexamethylene-l ,6-disebacate 
Heat Capacity 328 K. Cp = 1293 ]·mol-1·K- 1 

Temperature runge 328 to 408 K. 

Molecular Weight 654.9662 
Wiswesser Line Notation 60V8V060V8V06 
Evaluation C 

J. Phys. Chem. Ref. Data. Vol. 25. No.1. 1996 

C3sH7404 (liq) 
Di-n -tetradecy lsebacate 
Heat Capacity 343 K, 

Temperature range 343 to 433 K. 
Molecular Weight 595.0002 
Wiswesser Line Notation 140V8V014 
Evaluation C 

C3sH7404Pb (c,1I) 
Lt:all(II) nonallt:canoate 
Heat Capacity 

Data only graphically for c,III. 
Phase Changes 
c,llIlc,I1 383.8 K, 

c,II and c,I are mesophases. 
c,II1c,I 389. I K, 

Molecular Weight 802.2002 
Wiswesser Line Notation OVI8 2 .PB 
Evaluation C 

Hexaphenylisomelamine 

76PHIlMAT 

78ADE/SIM 

I1H=75900 J·mol- l 

I1S= 198 J·mol-I·K- 1 

LlH=64300 ]·mol- J 

!J..S= 165 J-mol-1K- I 

84LEBIBYK 

Heat Capacity 298.15 K, CJl=672.4 J·mol-I·K- 1 

Temperature range 8 to 330 K. 
Entropy 298.)5 K, S=706.5 J·mo!-J·K- J 

Molecular Weight 582.7062 
Wiswesser Line Notation T6NYNYNYJ AR BUNR CR DUNR ER 
FUNR 
Evaluation A 

C39H30N6 (c) MLbJ:S/J:SYK 

Hexapheny Imelamine 
Heat Capacity 298.15 K, Cp =665.8 J·mol-1·K- 1 

Temperature range 10 to 330 K. 
Entropy 298.15 K, S=673.7 J·mol-I·K- 1 

Molecular Weight 582.7062 
Wiswesser Line Notation T6N CN ENJ BNR&R DNR&R FNR&R 
Evaluation A 

C39H7406 (liq) 47CHNSIN 
Trilaurin; Glyceryl trilaurate 
Heat Capacity 330.7 K, C p = 1355.6 J·mol-I·K- 1 

Temperature range 90 to 370 K. Value is unsmoothed experimental 
datum. 

Entropy 298.15 K, S= 1071.5 J·mol-I·K- 1 

For c,f3: Extrapolation below 90 K, 339 J. mol-I. K- I. 
Phase Changes 
c,f3/liq 319.5 K, I1H= 123510 J·mol- I 

~S=386.6 ]·mol-I·K- 1 

Molecular Wpi2ht n~C) 0100 
Wiswesser Line Notation llV01YOVl1&lOV11 
Evaluation C 

C39H7406 (Iiq) 76PHIIMAT 
Trilaurin; Glyceryl trilaurate 
Heat Capacity 323 K, 

Tempf'rature range 323 to 398 K. 

Molecular Weight 639.0 I 00 
Wiswesser Line Notation II VO I YOV I I & I OV II 
Evaluation C 
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C40HS40 4 (c) 
4,4' -Didodecanoyloxydiphenyldiacetylene 
Phase Changes 
c,IIIc,I 374K, 

c,I11ig 401 K, 

Solid-isotropic. 
Molecular Weight 598.8642 

840ZC/ASR 

~H=50200 J·mol- I 

~S"'" 134.1 ]·mol- I·K-1 

~H=44000 J·mol- I 

~S= 109.7 J·mol- I·K-1 

Wiswesser Line Notation 1l0VR DlUU2UUIR DOVll 
Evaluation A 

C40H76N204·61H20 Oig) 89STRISTU 
Bis-(tetra-n-butylammonium) m-phthalate clathrate hydrate 
Phase Changes 
c/liq 288.65 K, ~H=334000 J·mol- I 

Molecular Weight 1747.9786 
Wiswesser Line Notation e....>VK eve....> &K4&4&4&4 2 &QH 61 
Evaluation A 

C 40H,oN,p,,·62H,p (liq) 89STRlSTU 

Bis-(tetra-n-butylammonium) a-phthalate clathrate hydrate 
Phase Changes 
clliq 293.45 K, ~H=382000 J·mol- I 

Molecular Weight 1765.993R 
Wiswesser Line Notation QVR BVQ &K4&4&4&4 2 &QH 62 
Evaluation A 

C4oH76N204·63H20 (liq) 89STRlSTU 
Bis-(tetra-n-butylammonium) p-phthalate clathrate hydrate 
Phase Changes 
clliq 283.75 K, ~H= 323000 J·mol- I 

Molecular Weight 1784.009 
Wiswesser Line Notation QVR DVQ &K4&4&4&4 2 &QH 63 
Evaluation A 

C41Hn 0 2 (c) 
Cholesteryl myristate 
Heat Capacity 

67BARIPOR 

C p data given graphically only. Temperature range 270 to 370 K. 
Phase Changes 
c/liq 346.8 K, 

Sulill-sllI\::\:ti\: transiliun. 

liq/liq 352.9 K, 

Solid-cholesteric transition. 
liq/liq 358.7 K 

Cholesteric-isotropic transition. 
Molecular Weight 597.0186 

~H=46690 J·mol- I 

~S= 134.6 J·mol-I·K- 1 

;1H= 1300 J'mol- I 

;1S=3.7 j·mol-I·K- 1 

t.ll-1025 J·I11.01- 1 

~S=2.9 J'mol-I·K- 1 

Wi"wt>""t>r Line Notation L E5 B666 LUTJ Al EI FYl&3Yl&1 OOV13 

Evaluation B 

c'uHn02 (c) 86KIS/IWA 
Cholesteryl myristate 
Phase Changes 
c.I1liq 344.6 K. ~H=47100 J·mol- I 

Solid-smectic transition. 
lig/lig 353.0 K. ~H= 1600 j·mol- I 

Smectic-cholesteric. 
liq/liq 358.3 K. !:::'H= 1100 j ·mol- I 

Cholesteric-isotropic. 
Molecular Weight 597.0186 
Wiswesser Line Notation L E5 B666 LUTJ Al EI FYI&3YI&1 00YI3 
Evaluation A 

79S0RffSU 
Benzene-hexa-n -hexanoate 
Heat Capacity 300 K, Cp = 1300 j·mol-1·K- t 

Temperature range 13 to 393 K. Data given graphically. C p value is a 
graphical estimate. 

Phase Changes 
c,IVJc,III 

c,IIIIc,II 

c,II/c,1 

c,IIliq 

251.58 K, 

291.46 K, 

348.27 K, 

368.74 K, 

Molecular Weight 762.9762 

~H=25660 J·mol- I 

~S= 102,67 J·mol-I·K- 1 

~H= 12270 J·mol- I 

~S=46.11 J·mol-I·K- 1 

~H= 16260 j·mol- I 

~S=46.68 J·mol-1·K- 1 

~H=33500 J·mol- I 

~S=90.86 J·mol-I·K- 1 

Wiswesser Line Notation 50VR BV05 CV05 DV05 EV05 FV05 
Evaluation B( C p); A(Phase changes) 

C42H66012 (\:) 80S0RfTSU 

Benzene-hexa-n -hexanoate 
Heat Capacity 298.15 K, 

Temperature range 13 to 393 K. 
Entropy 298.15 K, 

Phase Changes 
c,IV/c,1lI 251.58 K, ~H=25665 j·mol- I 

~S= 102.7 ]·mol-I·K- 1 

Tnm!';ition hll!,; II l11rgf' llmollnt of first-orde-r character. 

c,III/c,I1 291.46 K, ~H= 12272 J·mol- I 

~S=46.69 j·mol-I·K- 1 

Anomalous transition. 
c,II/c,I 348.27 K, 

c,I/lig 368·.74 K, 

Molecular Weight 762.9762 

~H= 16259 ]·mol- I 

~S=46.69 J·mol-I·K- 1 

~H=33501 ]·mol- I 

~S=90.88 J·mol-I·K- 1 

Wiswesser Line Notation 50YR BY05 CV05 DV05 EV05 FV05 
Evaluation A 

C42H7003S (c) 90BRIIWAD 
f3-Cyclodextrin; Cycloheptaamylose 
Heat Capacity 298.15 K, 

One temperature. 
Molecular Weight 1134.9940 
Wiswesser Line Notation JT50TJ B * CQ DQ EQ* F 1 QI 7 
Evaluation B 

C42H7003S·11II20 (c) 87HAN/MAT 
f3-Cyclodextrin undecahydrate; Cycloheptaamylose undecahydrate 
Heat Capacity 299.53 K, Cp =2093 ]'mol-I·K- 1 

Temperature range 13 to 300 K. Unsmoothed experimental datum. 
Phllse Chllnges 

cJI/c,I 226 K, ~S=45.0 J·mo\-I·K- 1 

Molecular Weight 1333.1612 
Wiswesser Line Notation JT50TJ B* CQ DQ EO* FIQI 7 
Evaluation A 

T(glass)= 150 K. 

C42Hn 0 12 (c) 
Hexa-a-hexanoyl-scyllo-inositol 
Phase Changes 
c/liq 341.6 K, 

Solid-discotic. 
liq/liq 472,6 K. 

Discotic-isotropic. 
Molecular Weight 769.0236 

84KOHIPRA 

~H=21150 j·mol- I 

~H= 8840 ]·mol- I 

Wiswesser Line Notation L6TJ AOY5 BOY5 COY5 DOY5 EOV5 
FOY5 
Evaluation A 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 
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C42HS204 (liq) 76PHIIMAT 
Di-n-hexadecyl sebacate 
Heat Capacity 353 K, Cp = 1460 J·mol-1·K- 1 

Temperature range 353 to 384 K. 
Molecular Weight 651.1074 
Wiswesser Line Notation 160V8V016 
Evaluation C 

C42Hs6 (liq) 69ATKILAR 
n -Dotetracontane 
Heat Capacity 353 K. Cp = 1425 J·mol-1·K- 1 

Temperature range 353 to 453 K. Equation only. 
Molecular Weight 591.1414 
Wiswesser Line Notation 42H 
Evaluation C 

C43Hz6AsNs (c) 77KOS/SOR2 
Methyitriphenylarsonium bis[7,7 ,8,8-tetracyanoquinodimethanide] 
Heat Capacity 300 K, Cp =879.74 J·mol-1·K- 1 

Temperature range 12 to 350 K. 
Entropy JUU K, S=n2.05 j·mol-I·K- 1 

Molecular Weight 729.6536 
Wiswesser Line Notation L6Y DYJ AYCN&CN DYCN&CN 2 
&1-AS-R&R& 
Evalualiull A 

C43H26NSP (c) 70KOS/IID 
Methyltriphenylphosphonium bis(7, 7 ,8,8-tetracyanoquinodimethanide) 
Heat Capacity 300 K, Cp=858 J·mol-1·K- 1 

Temperature range 5 to 350 K. Data given graphically only. Value 
estimated from graph. 

Molecular Weight 685.7058 
Wiswesser Line Notation L6Y DYJ AYCN&CN DYCN&CN 2 
&IPR&R&R 
Evaluation C 

C.nH26NsP (c,II) 77KOS/SOR2 
Methy ltriphenylphosphonium bis(7, 7 ,8,8-tetracyanoquinodimethanide) 
Heat Capacity 300 K, Cp =859.26 J·mol-1·K- 1 

Temperature range 12 to 350 K. 
Entropy 300 K, 
Phase Changes 
c,iVc,! j15.65 K, 

Molecular Weight 685.7058 

LlH=2U3U J'mo\-I 
~S=6.43 J·mol-I·K- I 

Wiswesser Line Notation L6Y DYJ AYCN&CN DYCN&CN 2 
&lPR&R&R 

Evaluation A 

C.n H760 z (c) 
Cholesteryl palmitate 
Phase Changes 
c.I1liq 350.4 K, 

Solid-smectic transition. 
liq/lig 349.9 K. 

Smectic-cholesteric. 
lig/Jig 355.0 K. 

Cholesteric~isotropic. 

Molecular Weight 625.0722 

86KIS/IWA 

~H=56200 J·mol- 1 

~S= 160.4 j·mol-I·K- I 

!J.H= 1700 J ·mol- I 

.lS=4.86 J·mol-I·K- 1 

.lH= 1300 j ·mol- I 

~S=3.66 J·mo\-I·K- 1 

Wiswesser Line Notation L E5 B666 LUn Al EI FYI&3YI&1 OOVI5 
Evaluation A 
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C4sH7S02 (c) 86KlSIlWA 
Cholesteryl oleate 
Phase Changes 
c,IIliq 321.1 K, IlH=2900 J·mol- I 

Solidi-isotropic. Solidrisotropic also given: 
317.4 K, IlH=2700 J·mol-1 

IlS=8.51 J·mol-I·K- 1 

liq/liq 315.9 K, IlH= l300 J·mol- I 

IlS=4.12 J·mol-1·K- 1 

Smectic-cholesteric liquid transition. 
liq/liq 32l.0 K, 

Cholesteric-isotropic liquid transition. 
Molecular Weight 651.1100 

IlH=840 J·mol-1 

IlS=2.62 J·mol-I·K- I 

Wiswesser Line Notation L E5 B666 LUTJ Al El FY1&3Yl&1 
OOV8U9 
Evaluation A 

C4sH7S0Z (c) 
Cholesteryl oleate 
Phase Changes 
c,IIliq 314.52 K, 

Crystalline/Smectic A. 
Jiq/liq 322.24 K, 

Smectic NCholesteric. 
liq/liq 326.73 K, 

Cholestenc/tiP!. 
lig/liq 327.54 K, 
BPIIBPII. 

88VOE/MAR 

IlH= 19500 J·mol- 1 

IlH=980 J·mo\-l 

IlH= 18 J·mol- 1 

IlH= 12 J·mol- I 

liq/liq 328.02 K, IlH=485 J·mol- I 

BPIIIIsotropic. 
Molecular Weight 651.1100 
Wiswesser Line Notation L E5 B666 LUn Al El FYl&3Yl&1 
OOV8U9 
Evaluation A 

C4sHso02 (c) 
Cholesteryl stearate 
Phase Changes 
c,IIlig 355.4 K, 

Solid-isotropic liquid transition. 
lig/liq 349.0 K, 

Smectic-cholesteric liquid transition. 
liq/liq 353.0 K, 

Cholesteric-isotropic liquid transition. 
Molecular Weight 653.1258 

86KlS/lWA 

IlH=67500 J·mol- 1 

IlS= 189.9 J·mol-I·K- 1 

IlH= 1800 J·mol- I 

IlS=5.16 J·mol-I·K- I 

IlH= 1700 J·mol- I 

IlS=4.82 J·mol-I·K- 1 

Wiswesser Line Notation L E5 B666 LUn Al EI FY1&3Yl&1 OOV17 
Evaluation A 

C4sHS606 (Jiq) 47CHNSIN 
Trimyristin: Glyceryl trimyristate 
Heat Capacity 33l.5 K, Cp = 1555.2 J·mol-1·K- 1 

Temperature range 89 to 365 K. Value is un smoothed experimental 
datum. Data for c,a, 192 to 247 K. 

Entropy 298.15 K, S= 1246.0 J·mol-I·K- 1 

For c.{3. Extrapolation below 90 K, 38l.2 J. mol-I. K- 1
• 

Phase Changes 
c,a/Jiq 

c,{3/liq 

305.5 K, 

330.2 K. 

Molecular Weight 723.1708 

IlH= 104685 J·mol- I 

IlS=342.7 J·mol-!·K- 1 

IlH= 152195 J·mol- I 

~S=460.9 J·mo\-I·K- 1 

Wiswesser Line Notation 13VOIYOVI3&10VI3 
Evaluation C 
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C4sHs606 (Jiq) 76PHIIMAT 
Trimyristin; Glyceryl trimyristate 
Heat Capacity 333 K, Cp = 1481 J·mol-1·K- 1 

Temperature range 333 to 433 K. 
Molecular Weight 723.1708 
Wiswesser Line Notation 13VOIYOV13&lOV13 
Evaluation C 

C46H47N702 (c) 40CAM/CAM 
p -Nitrosodimethylaniline-.B-naphthy lamine complex; .B-Naphthylamine
p -nitrosodimethylaniline complex 
Heat Capacity 293 K, Cp = 857.7 J ·mol- 1·K- 1 

One temperature. 
Molecular Weight 729.9230 
Wiswesser Line Notation ONR DN1&1 2 &L66J CZ3 
Evaluation C 

C46H900 4 Oiq) 76PHIIMAT 
Di-n-octadecyl sebacate 
Heat Capacity 353 K, Cl'= 1481 J·mol- 1·K- 1 

Temperature range 353 to 354 K. 
Molecular Weight 707.2146 
Wiswesser Line Notation 180V8V018 
Evaluation C 

C48H400 4Si4 (c) 82KUL 
Octaphenylcyclotetrasiloxane 
Heat Capacity 298.15 K, C

1
,=932.5 J·mol- i ·K-1 

Temperature range 12 to 300 K. 
Entropy 298.15 K, 5= 1044 J·mol-1·K- 1 

Molecular Weight 793.1836 
Wiswesser Line Notation T8SIOSIOSIOSIOJ AR AR CR CR ER ER GR 
GR 
Evaluation A 

79S0RITSU 
Benzene-hexa-Il-heptanoate 
Heat Capacity 300 K, Cp = 1500 J·mol-1·K- 1 

Temperature range 13 to 393 K. Data given graphically. C p value is a 
graphical estimate. 

Phase Changes 
c,lV/c,III 129 K, I1H= 1120 J·mol- 1 

115=8.46 j·mol-I·K- 1 

c,llI/c,II 
cJl/cJ 

222.80 K 
230.81 K, I1H= [1500 J·mo[-l 

115=50.44 J·mol-1·K- 1 

Combination of transition e,llIle,l1 and e,We,l. 
c.I/liq 353.79 K. I1H=32210 J'mol- 1 

u5=91.08 j·mol-1·K- 1 

Solid-mesophase. 
Jig/Jig 359.28 K. 

Mesophase-liguid transition. 
Molecular Weight 847.1370 

.:lH=2J540 J·mol- I 

~5= 59.93 J ·mol-1·K-: 

Wiswesser Line Notation 60VR BV06 CV06 DV06 EV06 FV06 
Evaluation A(Phase changes), B( C/,) 

C4sH7S012 (c) 81S0RlSUG 
Benzene-hexa-n-heptanoate 
Heat Capacity 298.15 K, 

Temperature range 13 to 393 K. 
Entropy 298.15 K, 
Phase Changes 
c,IV/c,lII 129 K, fl.H= 1120 j·mol-1 

.15=8.46 j·mol-!·K-1 

Anomalous or diffuse first-order transition. 
c,IIIIc,II 222.80 K 

Anomalous transition. c,lI/c,l 230.81 K 
First order transition. 

c,I/meso 353.79 K, .1H=32210 j·mol-1 

.15=91.08 j·mol-1·K-1 

meso/iso 359.28 K, .1H=21540 J·mor- 1 

.15=59.93 j·mol-1·K-1 

Triple point is 353.81 K. 
Molecular Weight 847.1370 
WbWCIjIjCl- Linc NutatiuIl 60VR BV06 CV06 DV06 EV06 f'V06 

Evaluation A 

C4sHso04o (c) 90BRIIWAD 
y-Cyclodextrin; Cyclooctaamylose 
Heat Capacity 298.15 K, Cp = 1568 j·mol-I·K- 1 

One temperature. 
Molecular Weight 1297.1360 

Wiswesser Line Notation JT50TJ B* CQ DQ EQ* FIQ/ 8 
Evaluation B 

69ATKILAR 
n -Octatetraeontane 
Heat Capacity 353 K, Cp = 1595 j·mol-1·K- 1 

Temperature range 353 to 453 K. Equation only. 
Molecular Weight 675.3022 
Wiswesser Line Notation 48H 
Evaluation C 

CSIH9S06 (Jiq) 
Tripalmitin; Glyceryl tripalmitate 

47CHAISIN 

Heat Capacity 338.8 K, Cp = 1753.1 j·mol-1·K- 1 

Temperature range 87 to 369 K. Value is unsmoothed experimental 
datum. Data for c,li: 195 to 252 K. 

Entropy 298.15 K, 5= 1387.4 j·mol-1·K- 1 

f'or c,/3: extrapolation below YU K, 415.1 1·mol- ' ·K-- ' . 
Phase Changes 
c,a/liq 

c,Plliq 

317.9 K, 

338.9 K, 

Molecular Weight 807.3316 

.1H=126335 j·mo!-l 
~S=397.4 J·mol-1·K- 1 

j.H=) 79370 J·mo!' 
.15=529.3 j·mol-I·K- 1 

Wiswesser Line Notation 15VOIYOVI5&IOV15 
Evaluation C 

CSIH9S06 (Jig) 76PHI/MAT 
Tripalmitin; Glyceryl tripalmitate 
Heat Capacity 343 K C/,= 1665 j·mo!-I·K- 1 

Temperature range 343 to 418 K. 
Molecular Weight 807.3316 
Wiswesser Line Notation 15VOIYOVI5&IOVI5 
Evaluation C 
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Cs4Hn 0 12 (c,III) 90S0RJASA 
2,3,6,7,1O,II-Hexa-n-hexyloxytriphenylene 
Heat Capacity 298.15 K, C p = 1498.3 J·mol- I·K- I 

Temperature range 17 to 397 K. 
Entropy 298.15 K, 
Phase Changes 
c,VUc,V 

c,V/c,IV 

c,lV/c,III 

c,IIUc,II 

c,IVc,I 

105.90 K, 

220.86 K, 

233.91 K, 

330.81 K, 

337.10 K, 

Molecular Weight 913.1556 

!l.H= 1160 J·mol- 1 

!l.S= 13.43 J·mol-I·K- I 

!l.H= 1950 J·mol- 1 

!l.S=5.56 J·mol-I·K- 1 

!l.H= 1300 J·mol- 1 

!l.S=8.83 J·mol-I·K- I 

!l.H= 3060 J ·mol- I 

!l.S=9.59 J·mol-I·K- I 

!l.H=2510 J·mol- I 

!l.S=7.46 J·mol-I·K- I 

Wiswesser Line Notation L B6 H666J DOR EOR JOR KOR POR OOR 
Evaluation A 

c,Uliq, 340.27K, !l.H=39050 J'mol- I, !l.S= 114.91 J·mol-I·K- I; 
discotic liq/isotropic liq, 371.17K, !l.H=5240 J.mol- I, !l.S=14.13 
J·mol-I·K- I. 

CS4H900 12 (c) 
Benzene-hexa-n -octanoate 
Heat Capacity 298.15 K, 

Temperature range 13 to 393 K. 
Entropy 298.15 K, 
Phase Changes 
c,IVc,I 301.89 K, 

c,Uliq 355.10 K, 

Solid-columnar mesophase transition. 
liq/liq 357.09 K, 

82S0RIYOS 

!l.H=48960 J·mol- I 

!l.S= 164.01 J·mol-I·K- I 

!l.H=46070 J·mol- I 

!l.S= 129.81 J·mol-I·K- I 

!l.H= 19220 J·mol- I 

!l.S= 53.77 J·mol-I·K- I 

Columnar mesophase-isotropic liquid transition. 
Molecular Weight 931.2978 
Wiswesser Line Notation 70VR BOV7 COV7 DOV7 EOV7 FOV7 
Evaluation A 

CS4H96012 (c) 
Hexa-o -octanoy I-scy llo-inositol 
Phase Changes 
c/liq 348.6 K, 

Solid-discotic. 
liq/liq 

Discotic-isotropic. 

471.6 K, 

Molecular Weight 937.3452 

84KOHIPRA 

!l.H=43330 J'mol- I 

~S= 124.3 J·mol-I·K- I 

t:.H=9470 J·mol- ' 
uS= 20.08 J·mol-'·K- 1 

Wiswesser Line Notation L6TJ AOV7 BOV7 COV7 DOV7 EOV7 
FOY7 

Evaluation A 

CS4H<)g012 (Jiq) 75PHIIWAL 
Dihexyl bislhexamethylene-1.6- ltrisebacate 
Heat Capacity 333.15 K, C p = 1850 J·mol-I·K- I 

Temperature range 333.15 to 433.15 K. 
Phase Changes 
c/liq 322 K 
Molecular Weight 939.3610 
Wiswesser Line Notation 60V8V06V08V06V08V06 
Evaluation B 

J. Phvs. Chern. Ref. Data. Vol. 25. No.1. 1996 

CS4H9S012 (Jiq) 76PHUMAT 
Dihexy I bis(hexamethy lene-l ,6-)trisebacate 
Heat Capacity 333 K, C p = 1828 J·mol-I·K- I 

Temperature range 333 to 433 K. 
Molecular Weight 939.3610 
Wiswesser Line Notation 60V8V06V08V06V08V06 
Evaluation C 

CS4HI0406 (c) 84SIMIHOC 
Trimargarin; Glyceryl trimargarate 
Heat Capacity 300 K 

Temperature range 190 to 350 K. Heat capacity given for the following 
solid state phases: (J·mol-I·K- I); f3 (mp, 338 K)=1393; f31' (mp, 335 
K) 1518; f32' (mp, 333 K)= 1621; a (mp, 323 K)= 1759. 

Molecular Weight 849.4120 
Wiswesser Line Notation 16VOIYOVI6&10VI6 
Evaluation D 

CS7Hll006 Oiq) 47CHA/SIN 
Tristearin; Ulyceryl tristearate 
Heat Capacity 346.5 K, C p = 1969.0 J·mol-I·K- I 

Temperature range 96 to 372 K. Value is unsmoothed experimental 
datum. Data for c,a, 192 to 226 K. 

Entropy 298.15 K, s= 1534.7 J·mol-I·K- 1 

For c,f3: extrapolation below 90 K, 462.8 J·mol-I·K- I. 
Phase Changes 
c,a/liq 

c,f3lliq 

327.2 K, 

345.7 K, 

!l.H= 145080 J·mol- I 

!l.S=443.4 J·mol-I·K- I 

!l.H=203260 J·mol- I 

!l.S=588.0 J·mol-I·K- I 

Molecular Weight 891.4924 
Wiswesser Line Notation 17VOIYOVI7&lOVI7 
Evaluation C 

CS7Hno06 (Jiq) 76PHUMAT 
Tristearin; Glyceryl tristearate 
Heat Capacity 353 K, Cp = 1975 J·mol-I·K- I 

Temperature range 353 to 453 K. 
Molecular Weight 891.4924 
Wiswesser Line Notation 17VOIYOVI7&lOVI7 
Evaluation C 

CS7Hno06 (c) 84SIMIHOC 
Tristearin; Glyceryl tristearate 
Heat Capacity 300 K 

TCllIJJCI4lUIC 1411~C 190 Lv 3.50 K. HC4l LdJJdLily ~ivcn fur the following 

solid state phases: (J·mol- I . K- I ); f3 (mp, 345 K)= 1436; f3I' (mp, 337 
K)=1544: f32' (mp, 334 K)=1615; a (mp, 328 K)=1846. 

Molecular Weight 891.4924 
'Viswesser Line Notation 17YO 1 YOV 17 & lOY 17 

Evaluation B 

C60 (c) 91ATAITAI\ 
Fullerene 
Heat Capacity 

Temperature range 80 to 300 K. Data given graphically only. 
Phase Changes 
c.IUc.I 230 K 

Anomaly from 160 to 260 K. 
I\lolecular Weight 720.6600 
Wiswesser Line Notation C60 
Evaluation B 

Anomaly extends from 180 to 260 K, peaking at 230 K. 
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C60 (c) 
Fullerene 
Phase Changes 
C/C 257 K, 
Molecular Weight 720.6600 
Wiswesser Line Notation C60 
Evaluation B 

9IDWOIFAB 

~H=6945 j·mol- I 

Transition enthalpy changes with sample history, in particular, the 
degree of crystallinity. 

C60 (c) 
FuJIerene 
Phase Changes 
c,Il/c,l 257.2 K, 
Molecular Weight 720.6600 
Wiswesser Line Notation 
Evaluation B 

C60 (amorp) 
Fullerene 
Heat Capacity 

9IDWO/SZW2 

~H=2710 J·mol- 1 

92BYSIDID 

Temperature range 210 to 290 K, graphical data only. 
Phase Changes 
rJr 

He atmosphere 
c/c 

Ar atmosphere 

?fiO K. 

260 K, 

Molecular Weight 720.6600 
Wiswesser Line Notation C60 
Evaluation B 

Amorphous powder. 

C60 (c) 

FulJerene 
Heat Capacity 

1'1 H = ? I 00 J. mol-I 

~H=600 j·mol- I 

92BYSfDlD 

Temperature range 210 to 290 K, graphical data only. 
Phase Changes 
C/C 

He atmosphere 
clc 

Ar atmosphere 
c/c 

He atmosphere 
c/c 

Ar atmosphere 

240 K, 

240 K. 

265 K, 

265 K. 

ylolecular Weight 720.6600 
Wiswesser Line Notation C60 
Evaluation B 

Crushed single crystals. 

C60 (c) 

Fullerene 
Heat Capacity 298.15 K. 

Temperature range 120 to 560 K. 
Phase Changes 
c,II/c.I 256 K. 

Molecular Weight 720.6600 
\'r'iswesser Line Notation C60 

Evaluation A 

ilH=4900 j·mol- 1 

~H=5300 j·mol- ' 

~H= 1000 j·mol- J 

!lH=500 J·mol- 1 

92JIN/CHE 

1H=6990 J·mol- 1 

1S=27.3 ]·mol-1·K- J 

C60 (c) 92MAT/SUG 

Fullerene 
Heat Capacity 300 K, Cp =550 J'mol-I·K- 1 

Temperature range 13 to 300 K. Data given graphically, only. Value 
estimated from graph. 

Phase Changes 
c,Wc,! 257.6 K, 

Excess entropy at 240 and 254 K. 
Molecular Weight 720.6600 
Wiswesser Line Notation C60 
Evaluation A 

T(glass)=86 K. 

~H=7540 j·mol- I 

~5=30.0 J·mol-1·K- 1 

C60 (c) 92STE/CHI2 
Fullerene 
Heat Capacity 300 K, Cp =556.46 j·mol-I·K- J 

TClIll1cwtuu:: ldnge 300 to 800 K. C sat(c)--13(j.9-t-2.442(T/K) 
-2.56X 1O-4(T/K)2-6.5X 1O-7(T/K)3j/K·mol (300 to 800 K). Value 
calculated from equation. 

Molecular Weight 720.6600 
Wiswesser Line Notation C60 
Evaluation A 

C 600 (c) 

Fullerene epoxide 
Phase Changes 
c,II1c,I 278 K, 
Molecular Weight 736.6594 
Wiswesser Line Notation C-60-0 
Evaluation A 

C66H96012 (c) 

92VAUIIIEI 

~H=4420 J·mol- J 

86HEC/KAJ 
2,3,6,7,lO,1l-Hexa-n-octanoyloxy tripheny1ene (solid I) 
Heat Capacity 298.651 K, Cp =20l6.6 J'mol- 1 'K-! 

Temperature range 12 to 425 K. Unsmoothed experimental datum. 
Phase Changes 
c,I/liq 

Crystal/discotic_ 

362.6 K, 

liqlliq 402.16 K, 

Discotic/lsotropic liquid. 
Molecular Weight 1081.4772 

,1H=24210 J·mol- J 

!lS=66.76 J·mol-J·K- J 

~H= 3626 j·mol- J 

,15=9.02 j·mol-J·K- J 

Wiswesser Line Notation L B6 H666J COV8 DOV8 rOV8 JOV8 OOV8 
POV8 
Evaluation A 

C66H96012 (c) 86HEC/KAJ 
2J.6,7,10,ll-Hexa-l1-octanoyloxy triphenylene (solid II) 
Heat Capacity 299.036 K. C,,=2082.0 j·mol-1·K- J 

Temperature range 12 to 425 K. Unsmoothed experimental datum. 
Phase Changes 
cJlJ\iq 

Crystalldiscotic. 

359.7 K, 

lig/Jiq 402.16 K, 

DiscotiC/isotropic liquid. 
Molecular Weight 1081.4772 

uH= 25440 J ·mo\-J 
~S=71.12 j·mol-1·K- 1 

~H=3626 J·mol- J 

~S=9.02 j·mol-1·K- J 

Wiswesser Line Notation L B6 H666J COVS DOV8 IOV8 JOVS OOVS 
POV8 
Evaluation A 

J. PhV5. Chern. Ref. Data. Vol. 25. NO.1. 1996 
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C66H96012 (c) 86HEC/KAJ 
2,3,6,7,1O,II-Hexa-n-octanoyloxy triphenylene (solid III) 
Heat Capacity 298.428 K, Cp= 1956.1 J·mol-1·K- 1 

Temperature range 12 to 425 K. Unsmoothed experimental datum. 
Phase Changes 
c,IJIfc,I 290 K, 6.H= 15320 J·mol- 1 

b5=52.8 J·mol-1·K- 1 

Expected phase transition, but not observed. 
c,IJIfliq 348 K, 6.H=34770 J·mol- 1 

6.5=99.91 J·mol-1·K- 1 

Crystal/discotic. 
liqlliq 402.16 K, 

DiscotiC/isotropic liquid. 
Molecular Weight 1081.4772 

6.H=3626 J'mol- 1 

A5=9.02 J·mol-1·K- 1 

Wiswesser Line Notation L B6 H666J COV8 DOV8 IOV8 JOVS OOV8 
POV8 
Evaluation A 

C66H96012 (c) 86VANIKAJ 
2,3,6,7,10, Il-Hexa-n-octanoyloxy triphenylene 
Heat Capacity 298.651 K, Cp =2016.6 J·mol-1·K- 1 

Temperature range 12 to 365 K. Unsmoothed experimental datum for 
"Solid-I" . 

Phase Changes 
c/liq 

Solid I-discotic. 

362.6 K, 

Molecular Weight 1081.4772 

6.H=24210 J·mol- 1 

6.5=66.76 J ·mol-1·K- 1 

Wiswesser Line Notation L B6 H666J EOV7 FOV7 KOV7 LOV7 QOV7 
ROV7 
Evaluation A 

C66H96012 (c) 86VAN/KAJ 
2,3,6,7,10, Il-Hexa-n -octanoyloxy triphenylene 
Heat Capacity 299.036 K, C p = 2082.0 J·mol-1·K- 1 

Temperature range 12 to 425 K, Unsmoothed experimental datum for 
"solid-II" . 

Phase Changes 
c/liq 359.7 K, 

Sulitl Il-ub\.:ULk. 

liqltiq 402.16 K, 

Discotic-isotropic liquid transition. 
l\'{Qlecular Weight 108 L4772 

tiH=25440 J ·mol- I 

AS= 71.12 J ·mor-1·K- 1 

6.H==3626 J·mo!-I 
6.5=9.02 J·mol-I·K- 1 

Wiswesser Line Notation L B6 H666J EOV7 FOV7 KOY7 LOY7 QOV7 

ROV7 
Evaluation A 

C66H96012 Ie) . 86VAN/KAJ 
2.3.6.7 .10.11-Hexa-n -octanoyloxy triphenylene 
Hf'l'It rl'lp}wity ?Q~4?~ K, rp= 1 \)SfL 1 J .mol- I .K- 1 

Temperature range 12 to 348 K. Unsmoothed experimental datum for 
"Solid-III". 

Phase Changes 
cfliq 348 K, 

Solid HI -discotic. 
~lolecular Weight 1 08l..\. 772 

J..H==34770 J·mot- I 

.lS=:::9.02 J·mo!-I·K- 1 

Wiswesser Line ;\otation L B6 H666J EOV7 FOV7 KOV7 LOY7 QOV7 
ROV7 
Evaluation A 

,J. Phv!';. Chern. Ref. Data. Vol. 25. No.1. 1996 

C66H120012 (c) 84KOHIPRA 
Hexa-o-decanoyl-scyllo-inositol 
Phase Changes 
clliq 357.1 K, AH=53070 J'mol- I 

6.S= 148.6 J·mol-1·K- 1 

Solid-discotic liquid transition. 
liqlliq 461.8 K, 

Discotic-isotropic liquid transition. 
Molecular Weight 1105.6668 

AB= 10280 ]·mor l 

A5=22,26 J'mo1- I ,K- 1 

Wiswesser Line Notation L6TJ AOV9 BOV9 COV9 DOV9 EOV9 
FOV9 
Evaluation A 

C7SH lOS (c) 90PRAlKOH 
2,3,6,7,1O,11-Hexakis(1-decynyl)triphenylene 
Phase Changes 
clliq 314.15 K, LiH=:::63000 J·mol- 1 

Crystal/isotropic. 
Molecular Weight 1045.7112 
Wiswesser Line Notation L B6 H666J DIUU9 EIUU9 J1UU9 KIUU9 
Q1UU9 
Evaluation C 

Cs4H90 (c) 90PRAIKOH 
Hexakis[ (4-pentylphenyl)ethynyl]benzene 
Phase Changes 
c/liq 443.55 K, 6.H==44100 J'mol- I 

Crystal/nematic-discotic. 
liqlliq 458.05 K, 6.H=200 J'mol- l 

Nematic-discotic/isotropic. 
Molecular Weight 1099.6350 
Wiswesser Line Notation 5RlUUIR B 1 UUIR5 

&ClUUIR5 &DlUUIR5 &ElUUIR5 &FlUUIRS 
Evaluation C 

C90H IOZ (c) 90PRAJKOH 
Hexakis[ (4-hexylphenyl)ethynyl]benzene 
Phase Changes 
c/liq 397.55 K, 6.H=38900 J·mol- I 

Crystallnematic-discotic. 
llq/lIq 41b,U~ 1<..., AH=L.UU J'ffiol I 

Nematic-discotic/isotropic. 
Molecular Weight 1183.7958 
Wiswesser Line Notation 6RlUUIR 

BlUUIR6 &ClUUIR6 &DlUUlR6 &E1UU1R6 &FIUU1R6 

Evaluation C 

C96H96 (c) 90PRAIKOH 
2.3,6.7,10, Il-Hexakis[(4-pentylphenyl)ethynyl] triphenylene 
Phase Changes 
c/liq 429.95 K, 6.H= 36700 J'ffiO!-1 

Crystallnematic-discotic. 
Ilqlllq ~IO.L.5 K, AH== lOO J'ffiol I 

Nematic-discotic/isotropic. 
Molecular Weight 1249.8144 
Wiswesser Line Notation L B6 H666J DlUUlR5 

EIUUIR5 JlUUIR5 KIUUIR5 PIUUIR5 QIUUIR5 

Evaluation C 
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ClOsH120 (c) 90PRNKOH 
2,3,6,7,10, Il-Hexakis[ (4-heptylphenyI)ethynyl] triphenylene 
Phase Changes 
clliq 395.15 K, LlH=41100 J·mol- I 

Crystallnematic-discotic. 
liqlliq 449.75 K, LlH= 100 J·mol- I 

Nematic-discotic/isotropic. 
Molecular Weight 1418.1360 
Wiswesser Line Notation L B6 H666J DlUUIR7 

ElUUIR7 J1UUIR7 KlUUIR7 PlUUlR7 QlUUIR7 
Evaluation C 

C203H28S014 (c) 87AWAISUG 
Galvinoxyl hydrogalvinoxyl (6: 1) radical 
Heat Capacity 299.62 K, Cp =634.81 J·mol-I·K-1 

Temperature range 12 to 303 K. Unsmoothed experimental datum. 
Molecular Weight 2952.4998 
Evaluation A 

CZ90H4110Z0 (c) 87AWAISUG 
Galvinoxyl hydrogalvinoxyl (9: 1) radical 
Heat Capacity 298.45 K, C p =631.92 J.mol I.K 1 

Temperature range 13 to 300 K. Unsmoothed experimental datum. 
Phase Changes 
c,II1c,l 71 K, LlH=718 J·mol- I 

~S-10.11 J·lllol-1·K- 1 

Diamagnetic low temperature- paramagnetic high temperature phase 
transition in 9: 1 crystal. 

Molecular Weight 4217.4249 
Evaluation A 

CSOSH752N13001S0S12Zn (c) 69HUT/COL 
Bovine zinc insulin, anhydrous 
Heat Capacity 298.15 K 

C p = 125.4 J. 100g -I. K- 1. Temperature range 10 to 310 K. 
Entropy 298.15 K 

S = 13 1.5 J. 1 OOg -I . K- 1. Anhydrous protein from beef pancreas and 
consists of a sequence of 96 amino acids. 

Molecular Weight 11530.4098 
Evaluation A 

CSOgH752Nl3001S0S12Zn (c) 69HUT/COL 
Bovine zinc insulin, hydrated 
Heat Capacity 298.15 K 

Cp = 132.0 J·100g-1·K- I. Temperature range 10 to 310 K. 
Entropy 298.15 K 

S = 136.1 J. 100g -I. K- 1. Anhydrous protein from beef pancreas and 
consists of a sequence of 96 amino acids. Hydrated bovine zinc insulin 
contains 4.0% water and would require the addition of 26.7 moles of 
H20 to the empirical formula. 

Molecular Weight 11530.4098 
Evaluation A 

ClO77H1736N3040343S12 (c) 69HUT/COL 
Bovine chymotrypsinogen A, anhydrous 
Heat Capacity 298.15 K 

Cp = 129.3 J·100g- I·K- I. Temperature range is 10 to 310 K. 
Entropy 298.15 K 

S = 135.0 J. 1 OOg -I . K- 1. Empirical formula and molecular weight 
calculated from compositional data on chymotrypsinogen in 69HUTI 
COL which shows a sequence of 245 amino acids. 

Molecular Weight 24816.1124 
Evaluation A 

ClO77H1736N3040343S12 (c) 69HUT/COL 
Bovine chymotrypsinogen A, hydrated 
Heat Capacity 202.15 K 

Cp = 160.4 J·100g-1·K- I. Temperature range 10 to 310 K. 
Entropy 298.15 K 

S = 152.1 J. 1 OOg -I. K- 1. Empirical formula and molecular weight 
calculated from compositional data on chymotrypsinogen in 69HUTI 
COL which shows a sequence of 245 amino acids. Hydrated bovine 
chymotrypsinogen A contains 10.7% water and would require the 
addition of 165 moles of H20 to the empirical formula. 

Molecular Weight 24816.1124 
Evaluation A 
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8. Compound Name-Formula-CASRN Allantoin C4H6N40 3 97-59-6 

Index Alloxan C4H2N20 4 50-71-5 
Allyl acetate CSHg02 591-87-7 

A Allylcyclohexane C9Hl6 2114-42-3 

Acenaphthene C 12H IO 83-32-9 Ally lcyclopentane CgHl4 3524-75-2 
Acenaphthene picric acid CigHIIN307 4599-99-9 4-AUylguaiacol C IOH12Oz 97-53-0 
Acenaphthy lene C l2Hg 208-96-8 Allyl isothiocyanate C4HsNS 57-06-7 
Acetal C6Hl40 2 105-57-7 N-Allyl-N' -phenylthiourea C IOH12NZS 7341-63-1 
Acetaldehyde CZH40 75-07-0 N-Allylpyrazole tricarbonyliron C9HgFeN20 3 40672-10-4 
Acetaldehyde dibutyl acetal C lOHz20 2 871-22-7 Aluminum acetylacetonate ClsH21AlO6 13963-57-0 
Acetaldoxime CzHsNO 107-29-9 Aminoantipyrene CIIH13N30 83-07-8 
Acetamide C2HSNO 60-35-5 p-Aminoazobenzene CizHIIN3 60-09-3 
Acetamide ni trate C2H6Nz0 4 75238-15-2 p-Aminobenzenesulfonamide C6HgNzOZS 63-74-J 
Acetamide-salicylic acid complex C9H ll N04 unavailable 2-Aminobenzoic acid C7H7NOz 118-92-3 
Acetanilide CgH9NO 103-84-4 3-Aminobenzoic acid C7H7NOz 99-05-8 
Acetic acid C2H40 2 64-19-7 4-Aminobenzoic acid C7H7NOz 150-13-0 
Acetic anhydride C4H60 3 108-24-7 2-Aminobiphenyl C 12Hll N 90-41-5 
Acetoacetic ester C6H lOO3 141-97-9 1-Aminobutane C4H 11 N 109-73-9 
Acetone C3H60 67-64-1 2-Aminobutanoic acid C4H9N02 1492-24-6 
Acetone clathrate hydrate C3H6O·17HzO 18879-06-6 2-Aminobutanoic acid(L) C4H9N02 1492-24-6 
Acetonitrile CZH3N 75-05-8 2-Aminobutanoic acid(DL) C4H9N02 2835-81-6 
Acetophenone CgHgO 98-86-2 4-Aminobutanoic acid C4H9NOz 56-12-2 
Acetophenone diethyl ketal C12H1g0 2 4316-37-4 a-Aminobutyric acid C4H9N02 80-60-..J-
l-Aceto-3-stearin Cz3H44OS 27177-85-1 a-Aminobutyric acid(DL) C4H9N02 56-12-:? 
Acetylacetone, enol form CsHgOz 1522-20-9 a-Aminobutyric acid(L) C4H9NOz 1492-24-6 
N-Acetyl-L-alanine amide CSH lONz0 2 15962-47-7 y-Aminobutyric acid C4H9NOz 56-12-2 
N-Acetylalanine-N'-methylamide C6H1ZNz02 19701-83-8 a-Aminocaproic acid(DL) C6H 13N02 616-06-8 
Acetyl chloride CzH3CIO 75-36-5 a-Aminocaproic acid(L) C6H13NOZ 327-57-1 
Acetylferrocene C1zH1ZFeO 1271-55-2 m-Aminocinnamic acid C9H9N02 1664-56-8 
N-Acetylglycine amide C4HgN20 2 2620-63-5 2-Aminoethanesulfonic acid CZH7N03S 107-35-7 
N-Acetylg1ycine-N' -methyl amide CSHIONzOz 7606-79-3 Aminoethanoic acid CzHsNOz 56-40-6 
N-Acetylisoleucine-N' -methylamide C9HlgN202 32483-16-2 N-(2-Aminoethyl-N'-[(2-aminoethy1)2-

N-Acetyl-D-leucine amide CgHl6N20Z 16624-68-3 aminoethyl]piperazine CIOHzsNs 110-85-0 
N-Acetylleucine-N' -methylamide C9HIgN202 32483-15-1 N -[ (2-Aminoethyl)2-aminoethyl]piperazine CgHzoN4 31295-54-2 
17 -(Acetyloxy )-( 170')-19- N-(2-Aminoethyl)piperazine C6HISN3 140-31-8 

norpregnA-en-20-yn-3-one C22H2803 51-98-9 l-Aminohexane C6HISN 11l-26-2 

N-Acetylphenylalanine-N' -methylamide ClzHl6Nz02 17186-60-6 6-Aminohexanoic acid C6H13NOz 60-32-2 

N-Acetylproline-N' -methylamide CgHI4NzOz 120328-71-4 2-Amino-2-hydroxymethyI-l,3-propanediol C4HJjN03 77-86-1 

N-Acetylvaline-N' -methylamide CgHI6Nz02 33067-46-8 2-Amino-3-
Acridine C U H9N 260-9-1-6 hydrox.ypropanoic acid(DL) C 3H7N03 302-84-1 

Acrylamide C3HSNO 79-06-1 2-Amino-3-

Acrylic acid C3H40 2 79-10-7 hydroxypropanoic acid(L) C3H7N03 56-45-/ 

Acrylonitrile C3H3N 107-13-1 0'-Aminoisovaleric acid CsH11NOz 640-68-6 

Adamantane C IOH I6 281-23-2 0'-Aminoisovaleric acid(D) C,H IIN01 640-68-6 
Adamantane-l-carboxylic acid methyl ester CI2HIS02 711-01-3 a-Amino isovaleric acid(DL) CsH11NOz 516-06-3 

I-Adamantyl carboxamide C 11 H17NO 5511-18-2 Aminomethane -' CHsN 74-89-S 
I-Adamantyl cyanide C11H1SN 23074-42-2 2-Amino-3-methylbutanoic acid(D) CSH 11 N01 640-68-6 

l-Adamantyl isonitrile C 11 H1SN 22110-53-8 2-Amino-3-methylbutanoic acid(DL) CSH 11 N02 516-06-3 
I-Adamantyl methyl ketone C I2H,sO 1660-04-4 2-Amino-3-methylbutanoic acid(L) C5HlI N02 71-18--+ 

Adenine CsHsNs 73-24-5 3-Amino-5-methylisoxazole C4H6NzO 1072-67-9 

Adipic acid C6H IO°-\ 124-04-9 2-Amino-3-methylpentanoic acid(L) C6H I3N02 73-32-S 

Adonitol C5H1.:05 488-8\-3 2-Amino-4-methylpentanoic acid(DU C6HDNO~ 328-39-2 
Alanine(D) C3H7N02 338-69-2 2-Amino-4-methylpentanoic acid(L) C6HI3N02 61-90-5 

Alanine(DL) C3H7N02 302-72-7 2-Amino-2-methyl-I,3-propanediol C-\H 11 N02 115-69-5 

Alanine(L) C,H7N02 56-41-7 2-Amino-2-methylpropanol C.~HIINO 124-68-5 

f3-Alanine C3H7N02 107-95-9 2-Aminonaphthalene CIOH9N 91-59-8 
O',a-Alanylalanme(UL) C6Hl2N2U3 l.'I5bl-.LU-l 8-Aminooctanoic acid CSH I7N02 1002-57-9 

a,O'-AlanylalanindL) C6HI2N203 1948-31-8 I-Aminopentane CSHI3N 110-58-7 

f3- Alany 1-f3-alanine C6HI2N203 34322-87-7 5-Aminopentanoic acid CSH 11 N02 660-88-~ 

O'-Alanylasparagine(DL) C7HD N3O-\ 1999-41-3 2-Aminophenol C6H7NO 95-55-6 

Alilllylilspliragillt: lIyLlrale(DL) C7HDN304·H20 UllilvlIilable 3-Aluinuphcnul C6II7NO 591-27-5 

Alanylglycine CSH lON2Oj 687-69-4 4-Aminophenol C6H7NO 123-30-8 

AJanylglycind DL) C5HION203 1188-01-8 I-Aminopropane C3H9N 107-10-8 

f3-Alanylg1ycine C;H 1ON20 3 2672-88-0 2-Aminopropane C3H9N 75-31-0 

l\lunylglycylglycindDL) CjH1.\N,O-\ 02721 0 2-Aminopropanoic acid(D) C,H 7NOz 338-69-2 

O'-Alanylglycylglycine C7H\3NP-l 927-21-9 2-Aminopropanoic acid!DL) C 1H7N02 302-72-7 

Alanylnorleucine( DL) C9H1SN2O, 19079-66-4 2-Aminopropanoic acid(L) C1H7N02 56-4J-7 

N-DL-Alanyl-DL-norleucine C9H1SN2O, 19079-66-4 3-Aminopropanoic acid C3H7N02 107-95-9 

rv-AhoylnMlt"llriot"(DL) C 9 H 1SN:n.\ 1 ClmCl-66-J AminoSllccinic acirl(! J L-\H7NO-\ 56-84-8 

Alanylvaline(DL) CSH15N201 1999-46-8 a-Aminovaleric acid(L) C5H11 N02 6600-40-4 

a-Alanylvaline(DU CSHI6NP, \999-46-8 Ammonium acid butanedioate C-lH9NO-l 38457-08-8 
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Ammonium acid isophthalate CgH9N04 50961-33-6 l-Azabicyclo[2.2.2]octane C7H13N 100-76-5 

Ammonium acid 2-methylsuccinate CSH lI N04 61478-85-1 3-Azabicyclo[3.2.2]nonane CgH'5N 283-24-9 

Ammonium acid oxalate CZHj N04 5972-72-5 Azacymantrene C7H4MnN03 32761-36-7 

Ammonium acid m-phthalate CgH9N04 50961-33-6 Azaferroccne C9H9FeN 11077-12-6 

Ammonium acid a-phthalate . CgH9N04 17735-77-2 Azelaic acid C9H l60 4 123-99-9 

Ammonium acid pyrotartrate CsH"NO .. 61478-85-1 Azobenzene C'2H IONz 103-33-3 

Ammonium acid succinate C4H9NO .. 38457-08-8 cis-Azobenzene C 12HION2 17082-12-1 

Ammonium acid tartrate C4H9N06 3095-65-6 tert-Azobenzene C,zHIONz 1080-16-6 

Ammonium benzoate C7H9NOz 1863-63-4 2,2' -Azodiisobutyrodinitrile CgH'2N4 78-67-1 

Ammonium carbamate CH6NzO z 111-78-0 p -Azoxyanisole C'4H '4NZ0 3 1562-94-3 
Ammonium cinnamate C9H"NOz 25459-U5-6 p-Azoxyalllsoyiphenetole L,sH'6NZU 3 )()U':J)-14-lS 

Ammonium hydrogen p-Azoxyphenetole C'6H ,sN20 3 4792-83-0 

oxalate hemihydrate C2HsN04 ·O.5H2O 37541-72-3 B 
Ammonium hydrogen oxalate Baked carbon C 7440-44-0 

hemihydrate-d 6 CPSN04 ·O.5D1O 76585-14-3 Barbituric acid C4H4Nz0 3 67-52-7 
Ammonium isophthalate C gH1ZN104 \8996-38-8 Barium dicalcium propionate C,sH30BaCazO,z 17II5-98-9 
Ammonium oxalate CZHgN20 4 1113-38-8 1,2-Benzacenaphthene C'6H IQ 206-44-0 
Ammonium phthalate C8H'lN 10 4 523-24-0 Benzaldehyde C7H60 100-52-7 
AlIIlIIuuiulIl III-phthalate CgHJ2NZ04 18996-38-8 Benzamide C7H7NO 55-21-0 
Ammonium a-phthalate C8H t:?Nz0 4 523-24-0 Benzanilide C J3 H 1,NO 93-98-1 
Ammonium purpurate CgHgN60 6 3051-09-0 1,2-Benzanthracene picric acid CZ4HISN307 72454-41-2 
Ammonium succinate C4HI2N104 2226-88-2 Benzanthrene C I7H,z 56-55-3 
Ammonium tartrate C4H12N206 3164-29-2 Benzene C6H6 71-43-2 
Ammonium tetraphenyl borate Cz4Hz4BN 14637-34-4 Benzene-d6 C6D6 1076-43-3 
Ammonium tetraphenyl boron C24Hz4BN 14637-34-4 Benzene chromium dicarbonyl thiocarbonyl C9H6CrOzS 63356-86-5 
Ammonium thiocyanate CH4NzS 1762-95-4 Benzene chromium tricarbonyl C9H6Cr03 12082-08-5 
n-Amyl acetate C7H u O] 628-63-7 B£>nz£>n£>-heYll_11 -hept:lnnllte r 4sH 70O'2 fi'i?Ol-70-Q 
n-Amyl alcohol C5H,~0 71-41-0 Benzene-hexa-n -hexanoate C4zH66012 65201-69-6 
tert-Amyl alcohol CsH,zO 75-85-4 Benzene-hexa-n -octanoate CS4HgoOl2 65201-71-0 
I1-Amylamine CSHI3N 110-58-7 Benzene:hexafluorobenzene complex C I2H6F6 783-33-5 
IJ-Amylammonium chloride CsH'4CIN 142-65-4 Benzenesulfonamide C6H7N02S 98-10-2 
n-Amyl bromide CSHI1Br 110-53-2 9, I 0-0 ":Benzeno-9, 1 0-
Amyl butanoate C9H,s02 540-18-1 dihydroanthracene C2oH I4 477-75-8 
n-Amyl chloride CsH'ICl 543-59-9 1,2-Benzfluorene picric acid C23HISN307 72454-42-3 
tert-Amyl ethyl ether C7H'60 17952-11-3 2,3-Benzfluorene picric acid C2}H'5N307 72454-43-4 
n-Amyl iodide LsH'll 621H/-l Benzhydrol C'3H '20 91-01-0 
n-Amyl mercaptan CsH,zS 110-66-7 Benzil C 14H'.002 134-81-6 
ter/-Amyl mercaptan CSH'2S 1679-09-0 Benzimidazole C7H6N2 51-17-2 
terr-Amyl methyl ether C6H'40 994-05-8 Benzo[c]cinnoline C 12HsN2 230-17-1 
Amyl propionate CSH'60 2 624-54-4 1,2-Benzofluorene C I7H I2 238-84-6 
5a-Androstane-3-one- 1713-01 CI9H3002 521-18-6 2,3 -Benzofl uorene C I7H IZ 243-17-4 
Androstanolone C'9H,002 521-18-6 2.3-Benzofuran CgH60 271-89-6 
Aniline C6H7N 62-53-3 Benzoic acid C7H6OZ 65-85-0 
An iline· formaldehyde COH 1N·CH 2O unavailable Benzonilrilc C7HSN 100-47-0 
Aniline hydrobromide C6H7N,HBr 542-11-0 9, I O-Benzophenanthrene C 1sH'2 217-59-4 
Anisaldazine C16HI6N202 2299-73-2 Benzo( d,e,f)phenanthrene C I6H IO 129-00-0 
p-Anisic acid C8Hg03 100-09-4 Benzophenone C 13H,oO 119-61-9 
p-Anisidine C7HgNO 104-94-9 3,3' 4,4' -Benzophenonetetracarboxylic-
Anisole C7HsO 100-66-3 dianhydride-2.2-di me thy 1-1,3-( 4-aminophenoxy)-
Anthraccne C1 .. H IO 120-12-7 propane condensation polymer (C34H24N207)n 136922-70-8 
Anthraccnc picric acid C20HI.lNlO7 5937-78-0 7.8-Benzoquinoline C13H9N 230-27-3 
Anthracene TCNB C24HI2N4 747-42-2 p-Benzoquinone C6H .. Oz 106-51-4 
Anthraccnc- 1.2..+.5- Benzothiazole C7HsNS 95-16-9 

tetracyanobcnLcnc C2.\HI2N.) 74.7-4.2-2 Benzothiophene CgH6S 95-15-8 
Anthracene-I.3.5- Benzotriazolc C6HSNj 95-14-7 

trinitrohenzene adduct C2oH"N30 6 2-l99-09-4 Benzotrichloride CHsCl, 98-07-7 
Anthraquinone C I4 Hs0 2 84-65-1 Benzotri fl uoride C7HsF~ 98-08-8 
Anthrone C I4H 1OO 90-44-8 Benzoxazole C7HsNO 273-53-0 
Antimony triphenyl C 1sH I5Sb 603-36-1 N-Bel1l.oyl-o-
Antipyrcne CllHI2N20 60-80-0 aminodiphenylamine CI9HI6N20 34237-88-2 
Arabinitol( 0 I C,H I2O" 488-82-4 Benzoyl chloride C7HsCIO 98-88-4 
Arahinose( 0 I CsHloOs 28697-53-2 Benzoy Iferrocene C 17HI4FeO 1272-44-2 
Arabinosel L J C~H((PS 87-72-9 Benzoyl formic acid C8H6O, 611-73-4 
Arabitol! OJ C5H120~ 488-81-4 Bcnzoylglycinc C9H9N01, 495-69-2 
Arginine( D J C6HIJNJOc jj7-06-2 BcnzoLaJpyrenc picric acid C z6H 1SN,07 72454-44-5 
Arginine hydrochloridcl L J Cf,H1SCIN-IOc 627-75-8 1-Benzo[h ]pyrrole CgH71\' 120-72-9 
Arginine phosphate 17-rBenzoyloxyl-( 17al-19-

monohydratc( L l Cr,H 1.\:--:402. H,PO-l' HcO 80887-43-0 norpregn-4-en-20-yn-3-one C27H10O, 71203-39-9 
Asparagine( L I C-IHsN:cO, 70-47-3 Benzyl acetate C9HJ(P2 140-11-4 
,\sparagine hydrate( L) C-IHs~P.\·Hp 5794-13-8 Benzyl alcohol C7HgO 100-51-6 
Aspanic acid( LI C.)H~NO-l 56-84-8 
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Benzylamine C7H9N 100-46-9 adduct C22H4S unavailabl, 

Benzyl chloride C7H7Cl 100-44-7 Bis-decylammonium tetrachlorocadmium CzoH4sCdCl4Nz 53188-91-: 
Benzyl ethanoate C9H IOOZ 140-11-4 1,2-Bis(diffuoramino)propane C3H6F4Nz 15403-25-: 
Benzyl methacrylate C ll H120 z 2495-37-6 1,1-Bis( dimethylcyclohexy I}ethane C 1sH34 unavailabl, 

Beryllium oxyacetate CnHl\\Be4013 19049-40-2 B is(N,N-dimethyldithiocarbamato) 

Betaine calcium chloride dihydrate CSH11CaCI2NOz·2H20 90268-02-3 iron (III) 
Hetame phosphate CSH14N06P '~~:LJ-~~-4 broInlde C6HlzHrtieN1S4 :LJ6n-j7-' 

I-Bicyclo[ 1.1.0]butyl cyanide CsHsN 16955-35-4 Bis[ dimethyl( ethyienedithio )diselenadithiafulvalene} 

cis-Bicyclo[5.3.0]decane ClOH 1S 16189-46-1 dicyanoaurate(I) C22H22AuNzSsSe4 110321-46-
Bicyclo[2.2.1 ]heptane C7H l2 279-23-2 Bis-Cdimethylthiocarbamoyl)disulfide C6H'lNzS4 137-26-
Bicyclo[ 4.1.0]heptane C7H 12 286-08-8 Bis-(dimethylthiocarbamoyl)sulfide C6H 12NzS3 97-74-
BicycIo[2.2.1 ]heptene C7HlO 498-66-8 1,4-Bis(diphenylphosphino)butane CzsHzsPz 7688-25-
BicycIo[2.2.1 ]hept-2,5-diene C7HS 121-46-0 Bis( dodecylammonium) CZ4H56CdCl4Nz 79001-08-· 
endo-Bicyclo[2.2.1]-5-heptene-2,3-dicarboxylic tetrachlorocadmate (II) 

acid anhydride C9Hg0 3 129-64-6 Bis(dodecylammonium) 
Bicyclohexyl C 12H22 92-51-3 tetrachloromanganate (II) CZ4H56Cl4MnNz 75899-75-
I-Bicyclo[3.1.0]hexyl cyanide C7H9N 31357-72-9 Bis( dodecylammonium) 
cis-Bicyclo[6.1.0]nonane C9H 16 13757-43-2 tetrachlorozincate (II) CZ4H56CI4NzZn 57947-14-: 
Bicyclo[3.3.1 ]nonan-9-one C 9H'40 17931-55-4 Bis(2-ethoxyethyl) ether CSH1~03 11236 

BicycIo[2.2.2]octane CgH14 280-33-1 Bis( ethylbenzene ) chromium C l6HzoCr 12212-68-' 
cis-Bicyclo[3.3.0]octane CSH14 1755-05-1 1,I-Bis(ethylcyclohexyl)ethane C 1sH34 98803-07-' 
trans-Bicyclo[3.3,O]octane CSH14 5597-89-7 Bis(ethylcyclohexyl)methane C17H32 98028-64-' 
cis-Bicyclo[ 4.2.0]octane CgH,~ 28282-35-1 BisC2-ethylhexyl)azelate CZSRIOO4 101-24-
Bicyclo[2.2.2]octene-2 CgH,z 931-64-6 Bis(2-ethylhexyl)nonadioate C25H4g04 103-24-. 
BicycIopentyl C lOH18 1636-39-1 Bis(2-ethylhexyl)phthalate C24H3S04 117-81-' 
I-Bicyclo[2.1.0]pentyl cyanide C6H7N 31357-71-8 2,2-Bis(fluoromethyl)-1 ,3-difluoropropane CsHsF4 338-23-~ 

Bicyclo[3.3.3}undecane C 1lH20 29415-95-0 Bis(n-heptylammonium) 
Biferrocenium triiodide CZOH16FezI3 39470-17-2 tetrachlorocadmate C14H36CdC14N2 88353-51-' 
2,2 ' -Blindanyl C 1sH 18 39060-95-2 Bis(n-heptylammonium) 
2,2 ' -Binaphthyl C20Hi4 612-78-2 tetrachloromanganate C14H36Cl4MnN2 63441-99-( 
(3,(3' -Binaphthyl C20H'4 612-78-2 4,4'-Bis(n-heptyloxy)axoxybenzene C26H3gN203 2635-26-( 
(3,(3'-Binaphthyl picric acid C26H17N307 72454-45-6 Bis-hexadecylammonium 
p.p'-Biphenol C12H IOO2 92-88-6 tetrachlorocadmium C32HnCdCl4Nz 98394-09-. 
Biphenyl C 12H lO 92-52-4 Bis-hexadecylammonium 

Biphenyl-d 10 C 12D lO 1486-01-7 tetrachlorocadmate C32H72CdCI4N2 98394-09< 
[1,1' -Biphenyl}2-amine C12Hll N lJO-41-5 His-hydroxyethylpiperazine CgHlsNZOz 122-96-: 
17-[([1, l'-Biphenyl]-4-ylcarbonyl)oxy]- 2,2-Bis(hydroxymethy I)-I ,3-dihydroxypropane CSH1204 115-77-: 

(17 a)-19-norpregn-4-en-20-yn-3-one C33H3403 71203-40-2 2,2-Bis(hydroxymethyl)propionic acid CSHIOO4 4767-03-
Bis-[N-( 1-acetyl-2-propylidene) 2,2-Bis(iodomethyl)-I,3-diiodopropane CsHsI4 1522-88-( 

(2-pyridylmethyl)amine]iron(III)phosphorus 1 ,3-Bis-( 1-isocyanato-1-methylethyl)benzene C14H16NzOz 2778-42-( 

hexafluoride CZ2Hz6F6FeN.P2P 90790-59-3 1 ,4-Bis-( 1-isocyanato-I-methylethyl)benzene CI4HI6Nz02 27i8-41-~ 
Bis-(o -aminophenyl)-2,2 ' -dibenzimidazole Bis(isopropylbenzene)chromium C lsH24Cr 38744-20-( 

oxide C26H20N60 25829-64-5 Bis-( 4-(N-maleicimido )phenyl)methane CZIH14N204 unavailabl, 
Dis-(o -aminophenyl)-2,2' -dibenzimidazole Di3(mc3itylcne)chromium iodide C'SIIZ4CrI 12148-50-: 

oxide, intermediate polymer (C34H22N603)n 56592-63-3 N,N'-Bis(m-methoxyphenyl). 

Bis-( 4-aminopheny I)ether C 12H'lN2O 101-80-4 terephthalarrilde C22H20Nz04 6957-81-( 

B is( 4-aminophenyI)methane C13Hl4Nz 101-77-9 N,N'-Bis(p-methoxyphenyl) 
1.3-Bis[S-(o-aminophenyl)-1,2,4- terephthalamide CzzHzoNz04 7144-15-~ 

triazole-3-yl]benzene C 16HJ8NS 31688-47-8 Bis[N-(3-methoxysalicylidene )isopropy lamine] 

Bis(benzene )chromium C 12H IOCr 1271-54-1 nickel (II) C22H2SN2Ni04 39277-14-( 

Bis(benzene)chromium bromide C 12H 12CrBr 11078-20-9 Bis(methy1ammonium) 

Bis( benzene )chromi um chloride C,zH 1ZCrCI 11078-19-6 hexabromotellurate (IV) C2H1ZBr6N2Te 67143-09-: 

Bis(benzene)chromium iodide C,zH 1zCrI 12089-29-1 Bis(methylammonium) C2HIZCl6N2Pt 58204-00-; 

Bis-(2,2' -bi-5-methyl-2- hexachloroplatinate 

thiazoline)diisothiocyanato iron(II) C,sHz-lFeN6S6 67903-91-7 Bis(methylammonium) CZHl2Ci6N2Te 40937-40--

Bis(biphenyilchromium iodide C'olH?oCtI 12099-17-1 hexachlorotellurate 
trans-Bis[ 1 ,2-bis(diethylphosphino }ethane] Bis(methylammonium) hexaiodotellurate CzHl216N2Te 67194-30-: 

diiodochromium(lI) C20H4SCri 2P-I 124858-26-0 Bis(methylammonium-d6) 

Bi5-(2,2' -bi-2-thiazoline )diisoselenocyanato hexachlorostannate (IV) Cp\ZCI6NzSn 114481-22-( 

iron(ll) selenoisocyanato iron (II) C 14H l6FeN6S4Se~ 67903-90-6 1,2-Bis(methyldiallylammonium)ethane 
Bis-(2.2' -bi-2-thiazoline )diisothiocyanato dibromide C'6H34N2 51523-43--

iron(ll) CJ-IH'6FeN6S6 60105-57-9 Bis(3-methylpentane-2,4-dionato)copper(II) CI2HI8CU0-l 14781-49-~ 

2.2-Bis(bromomethyl )-1 J-dibromopropane C5HSBr..j 3229-00-3 Bismuth triphenyl C lsH lSBi 603-33-t 

3,3-Bis(-+-carboxyphenyl)phthalide Bis(nitrato)( 1.4,8, 1 I -tetraazacyclotetradecane) 

dihydrazide C'6H lSN40 -l 19261-73-5 copper (II) C IOH2.jN4 ·Cu(N03h 73746-94-8 

2.2-BisichloromethyIJ-1 J-dichloropropane CsHgCl.j 3228-99-7 Bis-(4-nitrophenylj ether C12HgN20S 101-63-:' 

3.3-Bis-(chloromethyljoxacyclobutane CsHgCl20 78-71-7 Bis(octadecylammonium) 

3.3-Bis-(chloromethyl)polyoxacyclobutane (CsHgCI2O)n 25323-58-4 cadmium tetrachloride C'6HsoCdCI4N2 90836-90-1 
2,2- Ell s-\ 4-cyanatophenyl Jpropane C'7H '4N202 1156-51-0 B Is-oC(Ylammonl urn (e(rachlorocadmium C16H40CdCI-lN2 98394-08-2 

B is( cyclohex y Imeth y 1 lcyclohex.ane C-:'OH36 unavailable N.N' -Bis(4-n-octyloxybenzal)-

B is( cyclopentane )-2.2-dimethylbutane lA-phenylenediamine C36H4SN20Z 29273-90-:-
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Bis-pentylammonium tetrachlorozincate CIOH22Cl4N2Zn 73180-46-8 hydrated CI077HI736N3040343SI2 9035-75-0 
Bis( 1,1 0-phenanthroline-2-carbaldehyde-phenylhydrazone) iron (II) Bovine zinc insulin, anhydrous C50gH752N 1300 150S 12Zn 11070-73-8 

diperchlorate C3sH28Cl2204Ni 108224-19-7 Bovine zinc insulin, hydrated CSOSH7S2NI3001S0S12Zn 11070-73-8 
Bis( 1,1 0-phenanthroline-2-carbaldehydephenylhydrazone) Bromobenzene C6HsBr 108-86-1 

iron (II) ditetraftuoroborate <;3/Sl;i28B2FsFeNg 5326l-6l-3 2-Bromobenzoic acid C7HSBr02 88-65-3 
2,2-Bis(phenyl-4-glycidoxy)propane C21H2404 500008-19-5 3-Bromobenzoic acid C7HsBr02 585-76-2 
1,4-B is(phenylg1yoxaloyl)benzene C22H'404 3363"97-1 4-Bromobenzoic acid C7HSBr02 586-76-5 
Bis-(3-phthalyl anhydride) ether C16H60 7 1823-59-2 Bromo bis(N,N-diethyldithiocarbamate) 
Bis-(3-phthalyl anhydride) sulfone C16H6OgS 2421-28-5 iron (III) CIOH20BrFeN2S4 54163-77-8 
Bis-(3-phthalyl anhydride) ketone C17H60 7 2540-99-0 1-Bromobutane C4H9Br 109-65-9 
Bis(propylammonium) 1-Bromo-2-chloroethane C2H4BrCl 107-04-0 

tetrachloroplumbate(II) C6H20C14N2Pb 120015-72-7 1-Bromo-2-chloro-l,I,2-trifluoroethane C2HBrCIF3 354-06-3 
Bis(pyridine )copper bromide CIOHIOBr2CuN2 6845-03-0 2-Bromo-2-chloro-1,1, I-trifluoroethane C2HBrCIF3 151-67-7 
Bis(pyridine)copper chloride CIOHIOCl2CuN2 13408-58-7 Bromocyclohexane C6HIIBr 108-85-0 
Bis-(pyridine)silicon tetrachloride C IOHIOCl4N2Si 17731-26-9 Bromoethane C2HsBr 74-96-4 
Bis-(tetra-n-butylammonium) m- Bromoethene C2H3Br 593-60-2 

phthalate clathrate hydrate C4QH76N204·61H20 123227-97-4 Bromoform CHBr3 75-25-2 
Bis-(tetra-n-butylammonium) 0- 1-Bromoheptane C7H1SBr 629-04-9 

phthalate clathrate hydrate C40II76N204 . 62II20 123227-96-3 1-DWlllQhexd.ue C6H13B1 111-2.3-1 

Bis-(tetra-n-butylammonium) p- 2-Bromoiodobenzene C6H4BrI 583-55-1 
phthalate clathrate hydrate C40H76N204 . 63H20 123227-98-5 3-Bromoiodobenzene C6H4BrI 591-18-4 

Bis-(tetradecylarnmonium) zinc 4-Bromoiodobenzene C6H4BrI 589-87-7 
tetrachloride CzaH)2CI4N zZn 73170-02-2 BrOlnomethane CH.iBr 71 839 

Bis-(tetraethylammonium) I-Bromo-3-methylbutane CSH1IBr 107-82-4 
tetrachloronickelate C16H40C14N2Ni 5964-71-6 I-Bromo-2-methylpropane C4H9Br 78-77-3 

Bis-( tetraethylammonium) 2-Bromo-2-methylpropane C4H9Br 507-19-7 
tetrachlorozincate C16H4QCl4N2Zn 5964-74-9 2-Bromonaphthalene CIOH7Br 580-13-2 

B is-( tetrafluoropropyl)carbonate C7H6Fg0 3 1422-70-4 Bromopentafluorobenzene C6BrFs 344-04-7 
Bis-(tetramethylammonium iodide) I-Bromopentane CsHIIBr 110-53-2 

tridecasilver iodide CSH24Agl3I15N2 56685-61-1 4-Bromophenol C6HSBrO 106-41-2 
Bis-(tetramethylarnmonium) I-Bromopropane C~H7Br 106-94-5 

tetrabromocuprate CgH24Br4CuN2 15692-22-5 2-Bromopropane C3H7Br 75-26-3 
Bis-( tetramethylammonium) 2-Bromothiophene C4H3BrS 1003-09-4 

tetrachloroferrate CsH24Cl4FeN2 15649-95-3 Bromotrichloromethane CBrCI3 75-62-7 
Bis-(tetramethylammonium) Bromotrifluoromethane CBrF3 75-63-8 

tetrachloromanganate CgH24Cl4MnN2 16594-83-5 Bullvalene CIOHIO 1005-51-2 
Bis-( tetramethylammonium) l,2-Butadiene C4H6 590-19-2 

tetrachlorozincate CgH24Cl4N2Zn 14240-97-2 1,3-Butadiene C4H6 106-99-0 
Bis-(tetramethylammonium) Butadiene-propylene copolymer (C7Hdn 24991-43-3 

tetraiodocadmate CsH24CdI4N2 37753-91-6 Butanal C4HgO 123-72-8 
1,4-Bis-(2,2,6,6-tetramethyl-4-oxy- C22H36N204 14306-88-8 n-Butane C4HlO 106-97-8 

l-oxylpiperidyl)butadiyne l,4-Butanediamide C4HgN20 2 110-14-5 
Bis(toluene)chromium iodide CI4H16CrI 12087-59-1 1,4-Butanedinitrile C4H4N2 110-61-2 
1,4-Dis(trillllylllmmonium)butcnc-2- l,4-ButUllClliuk (1l.:ill C4H60 4 110-1;:'5-6 

dibromide C22H38Br2N2 51523-45-6 1,3-Butanediol C4HlO0 2 107-88-0 
l,2-Bis(triallylammonium)ethane l,4-Butanediol C4H lO0 2 110-63-4 

dibromide C20H36Br2N2 51523-42-3 2,3-Butanediol C4HlO0 2 513-85-9 
1,3 Bis(triallylammonium)propane Butuncnitrilc C4II1N 109-74-0 

dibromide C21H38Br2N2 51523-44-5 1,2,3,4-Butanetetrol C4H lO0 4 149-32-6 
1,4-Bis(triethylammonium)butane I-Butanethiol C4HlOS 109-79-5 

dibromide Cl6H38Br2N2 1067-62-5 2-Butanethiol C4H1OS 513-53-1 
I,IO-Bis(triethylammonium)decane Butanoic acid C4Hg02 107-92-6 

dibromide Cn H50Br2N2 51523-41-2 I-Butanol C4HI00 71-36-3 
I ,2-Bis( triethylammonium)ethane 2-Butanol C4HlOO 78-92-2 

dibromide C14H34Br2N2· 10238-71-8 Butanone C4HgO 78-93-3 
I.6-Bis(triethylammonium}hexane Butanoyl chloride C~H7CIO 141-75-::1 

dibromide CISH42Br2Nz 7072-43-7 2-Butenal C4H6O 123-73-9 
1.8-Bis(triethylammonium)octane I-Butene C4H8 106-98-9 

dibromide C2oH46Br2N2 51523-40-1 cis-2-Butene C4HS 590-18-1 
1,5-B is( trieth ylammoni um)pentane trans-2-Butene C4HR 624-64-6 

dibromide C17H40Br2N2 7128-82-7 cis-2-Butenedioic acid C4H40 4 110-16-7 
1,3-Bis(triethylammonium)propane trans-2-Butenedioic acid C4H40 4 110-17-8 

dibromide CIsH36Br2N2 7072-41-5 I-Butene polysulfone (C4Hg0 2S)n 25104-10-3 
Bis(2,4,6-trimethylcyclohexyl)methane CI9H36 unavailable 2-n-Butoxy-l-ethanol C6HI40 2 111-76-2 
I ,3-Bis( trimethylsilyl )propane C9H24Si~ 2295-05-8 I-n-Butoxy-2-methoxyethane C7HI60 2 500005-29-8 
Bis(m-xylene)chromium iodide CI6H20CrI 35165-78-7 2-n-Butoxyethanol C6H140 2 111-76-2 
2,2' -Bitetralin C20Hn 27426-98-8 2-(2-Butoxyethoxy)ethanol C8H1S0 3 112-34-5 
Biuret C2HsN30 2 108-19-0 N-n-Butylacetamide C6H13NO 1119-49-9 
I.)ovme chymotrypsmogen A, N-tert-tlutylacetamlde C6HI3NO 762-~4-5 

anhydrous CI077H\736N3040343S 12 9035-75-0 n-Butyl acetate C6HI20 2 123-86-4 
Bovine chymotrypsinogen A. tert-Butyl acetate C6HI20 2 540-88-5 
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Butyl acrylate C7H I20 2 141-32-2 Cane sugar CI2H22011 57-SO-

n-Butyl alcohol C4H IOO 71-36-3 Capraldehyde C IOH20O 112-31-: 
sec-Butyl alcohol C4H IOO 78-92-2 Capric acid C IOH200 2 334-48-: 
tert-Butyl alcohol C4H IOO 75-65-0 Capric aldehyde C IOH20O 112-31-: 
tert-Butylaldehyde CsHIOO 630-19-3 n-Caproic acid C6H I20 2 142-62-
n-Butylamine C4H IIN 109-73-9 6-Caprolactam C6H II NO 105-60-: 
tert-Butylamine C4H II N 75-64-9 E-Caprolactam C6H II NO 105-60-: 
tert-Butylammonium perchlorate C4H12CIN04 18720-49-5 6-Caprolactone C6H I00 2 502-44-: 
n-Butylbenzene CIOHI4 104-51-8 E-Caprolactone C6H I00 2 502-44-. 
sec-Butylbenzene CIOHI4 135-98-8 Capryl alcohol CgHlgO 111-87-: 
tert-B uty Ibenzene CIOHI4 98-06-6 Caprylaldehyde C8HI6O 124-13-( 
n-Butyl bromide C4H9Br 109-65-9 Caprylene CgH'6 111-66-( 
tert-Butyl bromide C4H9Br 507-19-7 Caprylic acid CgHI602 124-07-. 
Butyl butanoate CgHI602 109-21-7 Carbamylurea C2HsN30 2 108-19-( 
Butylchloral C4HsCl3O 76-36-8 Carbazole C12H9N 86-74-: 
n-Butyl chloride C4H9CI 109-69-3 Carbazole-l,3,5-trinitrobenzene adduct CIsHI2N406 6268-68--
sec-Butyl chloride C4H9Cl 78-86-4 4-Carbomethoxyhomocubane C II H 1202 40317-63-, 
tert-Butyl chloride C4H9Cl 507-20-0 Carbon C 7440-44-( 
tert-Butyl cyanide C~H9N 630-18-2 Carbon, baked C 7-1-10 -1-1 ( 
n -B uty Icyclohexane C lOH20 1678-93-9 Carbon, diamond C 7782-40-. 
tert-Butylcyclohexane CIOHzo 3178-22-1 Carbon diselenide CSe2 506-80-( 
17-[3-(4-Butylcyclohexyl)-I-oxopropoxy ]-17 a, Carbon disulfide CS2 75-15-( 

17(trans)-19-norpregn-4-en-20-yn-3-one C33H.1S03 71203-38-8 Carbon. glassy r 7440-44-( 
n-Butylcyclopentane C9H'8 2040-95-1 Carbon, GPCO graphite C 7782-42-: 
a-n-Butyldecalin C'4H26 92369-80-7 Carbon, graphite C 7782-42-: 
a-sec-Butyldecalin C I4H26 92369-82-9 Carbon, graphite, single-crystal C 7782-42-: 
tert-Butyldecalin C I4H26 27193-30-2 Carbon, irradiated graphite C 7782-42-: 
lA-Butylene glycol-ethylene glycol- Carbon, natural graphite C 7782-42-: 

adipic acid oligomer C12H220 6 26570-73-0 Carbon, pyrolytic graphite C 7782-42-: 
N-n-Butylethanamide C6H I3NO 1119-49-9 Carbon tetrabromide CBr4 558-13--
n-Butyl ethanoate C6H I20 2 123-86-4 Carbon tetrachloride CCI4 56-23-: 
Butyl p-(p-ethoxyphenoxycarbonyl) Carbon tetrafluoride CF4 75-73-( 

phenylcarbonate C2oH220 6 16494-24-9 Carbonyl chloride CCl20 75-44-: 
tert-Butylethylene C6HI2 558-37-2 Carbonyl sulfide COS 463-58-
tert-Butyl ethyl ether C6H I4O 637-92-3 Carbisopropoxy methyl methacrylate C9H I40 4 23684-11-< 
Butylglycol C6H I4OZ 111-76-2 m -Carborane C2H I2BIO 16986-24-( 
n-Butyl iodide C4H91 542-69-8 1 ,7 -Carborane-12 C2H12B IO 16986-24-( 
sec-Butyl iodide C4H91 513-48-4 4-Carboxypentacyclo [4.3.0.02,5.03·g.04.7] 

n-Butyl mercaptan C4H IOS 109-79-5 nonane C IOH 1002 15844-05-( 
sec-Butyl mercaptan C4H IOS 513-53-1 Carvoxime(DL) CIOHlsNO 22327-39-: 
tert-Butyl mercaptan C~HIOS 75-66-1 Carvoxime(L) CIOHlsNO 2244-16--
Butyl methacrylate CgHI402 97-88-1 Castor oil CIgH3403 8001-79--

n-Butyl methanoate CSHI002 592-84-7 Catechol C6H60 2 120-80-< 
Butyl 2-methyl-2-propenoate CgHI402 97-88-1 Cellulose nitrate (C6HgNZ0 9)n 9004-70-( 
n-Butyl methyl sulfide C5H1ZS 628-29-5 Cerium isothio~yanate heptaJ:tydrate C,CeN,S3 ·7H2O 16648-21-~ 

5-Butyl-5-nonanol C J3H2gO 597-93-3 Cerium(III) oxidate C6012Ce2 13266-83-( 

Butyl octadecanoate CI2H2402 123-95-5 Cesium butyrate C4H7Cs02 38869-25-< 
Butyl ester of pentanoic acid C9H 18O Z 591-68-4 Cesium propionate C)HjCsOZ 38869-24-~ 

tert-Butyl peroxybenzoate CIIHI403 614-45-9 Cetane C I6H34 50-SI-

Butyl silicate CI6H3604Si 4766-57-8 n-Cetyl alcohol C I6H34O 36653-S2--

Butylurea CSH I2N2O 592-31-4 Chloral C2HCl3O 75-S7-( 

tert-Butylurea C,H I2N2O 1118-12-3 Chloranil C6Cl~02 IIS-75-_ 
I-Butyne C4H6 107-00-6 p-Chloranil potassium C6Ci4K02 21136-2S-

2-Butyne C4H6 503-17-3 Chloroacetic acid CzH3CI02 79-11-: 

Il-Butyraldehyde C4HsO 123-72-8 2 -Ch 1 oroadaman tane C 1oH1sCI 7346-41-( 

n-Butyric acid C-lHsOz 107-92-6 m -Chloroaniline C6H6CiN 10S-42-( 
y-Butyrolactone C-+H60 2 96-48-0 p -Chloroaniline C6H6CIN 106-47-~ 

Butyryl chloride C4H7CIO 141-75-3 2-Chloroanthraquinone C 1-+H7CI02 131-09-' 

C Chi oro benzene C6HsCI lOS-90--

Cadmium dimethyl C2H6Cd 506-S2-1 2-Chlorobeilzoic acid C7HsCI02 118-91-: 

CadmiumlII) n-dodecanoate C24 H-+60 4Cd 2605-44-9 3-Chlorobenzoic acid C7HsC102 535-S0-~ 

Cadmium( II) Il-hexadecanoate C~2H620-+Cd 6427-86-7 4-Chlorobenzoic acid C7H:,CI02 74-11-:-

Cadmium (II ) n-octadecanoate C36H70O-+Cd 2223-93-0 2-Chlorobiphenyl C I2HgCI 2051-60-~ 

Cadmium(!l) n-tetradecanoate C2sHs404Cd 10196-67-5 4-Chlorobiphenyl C I2H9Cl 2051-62-S 

Caffeine CgHION-+02 5S-0S-2 ChlorobisfN.N-dimethyldithiocarbamate) 

Caffeine, anhydrous CSH\ON-+02 58-08-2 iron([Ir) C6HI2C1FeN2S4 14879-21-1 

Calcium oxalate monohydrate C2Ca04,H20 5794-28-5 2-Chlorobromobenzene C6H4BrCI 694-80--1 

Camphor C 1oH I60 76-22-2 3-Chlorobromobenzene C6H4BrCI IOS-37-= 

Camphor(D) C 1oH I60 464-49-3 4-Chlorobromobenzene C6H4BrCI 106-39-~ 

Camphor(DL) C IOH I6O 21368-68-3 I-Chlorobutane C4H9Cl 109-69-: 

2-Chlorobutane C.jH9Cl 78-S6--I 
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cis-3-Chloro-2-butenoic acid C4 H5CI02 55831-56-6 Copper butylacetylenide C6H9Cu 33589-44-5 

trans-3-Chloro-2-butenoic acid C.HsCI02 6214-28-4 Copper (II) fonnate tetradeuterate C2H2CU04 -4D2O 21774-43-6 
,B-Chlorocrotonic acid C4H5CIOz 55831-56-6 Copper (II) fonnate tetrahydrate C2H2Cu04·4H20 5893-61-8 
Chlorocyclopentane C5H9Cl 930-28-9 Copper phenylacetylenide C8HsCu 13146-23-1 
Chlorodifiuoromethane CHClF2 75-45-6 Copper phenylethynylaccty\enide CIOHsCu 65792-84-9 
7 -Chioro-l ,3-dihydro-5-phenyl-2H-l,4- Copper vinylacetylenide C4H3Cu 5256-77-9 

benzodiazepin-2-one C I5HJ I ClNzO 1088-11-5 Coriandrol CIOHJsO 126-90-9 
2-Ch[oro-9-(3-dimethylaminopropylidene)- Coriandrol(L) CIOHlsO 126-90-9 

10-thioxanthene(Z) C ISH J8CINS 113-59-7 Coronene C24H J2 191-07-1 
2-Chloro-9-(3-dimethylaminopropyl)-10- Coumaran CSH80 496-[4-0 

phenothiazine hydrochloride C17H20CI2N2S 69-09-0 Coumarin C9H60 2 91-64-5 
4-Chloro-l ,3-dioxolan-2-one C4H5CIO, 3967-54-2 Creatine C4H9N30 2 6020-87-7 
Chloroethane C2H5CI 75-00-3 Creatine hydrate C4H9N302·H20 57-00-1 
Chloroethyl methacrylate C6H9CI02 1888-94-4 Creatinine C4H7N3O 60-27-5 
Chlorofonn CHC13 67-66-3 m-Cresol C7HsO 108-39-4 
l-Chloroheptane C7H 15Cl 629-06-1 a-Cresol C7HgO 95-48-7 
l-Chlorohexane C6H 13CI 544-10-5 p-Cresol C7H80 106-44-5 
,B-Chloroisocrotonic acid C4H5CI02 6214-28-4 Crotonaldehyde C4H6O 4170-30-3 
2-Chlul Ui"Ullitl u"uaLclallilh,k C8II7CIN20 2 14722-82-8 Cuballc CgHg 277-10-1 
Chloromethane CH3Cl 74-87-3 Cumene C9HJ2 98-82-8 
2-Chloro-4-(methoxymethyl )-6- p-a-Cumylphenol C IsH I60 599-64-4 

methyl-5-nitro-3-pyridinecarbonitrile C9HgCIN303 719-48-2 Cyanamid CHzN2 156-62-7 
1 Chloro 3 methylbutane C~HIICI 1078-1 6 Cyanoacetarnide CJ H4NZO 107-91-5 
4-Chloromethyl-l,3-dioxolan-2-one CSH7CI03 2463-45-8 1-CyanobicycJo[ 1.I.O]butane C5HSN 16955-35-4 
l-Chloro-2-methylpropane C4H9CI 513-36-0 l-Cyanobicyclo[2.2.1 ]heptane CSHIII\' 103434-09-9 
2-Ch loro-2-methy Ipropane C4H9CI 507-20-0 2-Cyanobicyc 10[2.2.1 ]heptane(endo) CsHIiN 3211-87-8 
l-Chloronaphthalene CIOH7Cl 90-13-1 2-Cyanobicyclo[ 2.2.1 ]heptane (exo) CsHllN 3211-09-3 
2-Chloronaphthalene C IOH7CI 91-58-7 l-Cyanobicyclo[3.I.O]hexane C7H9N 31357-72-9 
I-Chloro-2-nitrobenzene C6H4ClN02 88-73-3 I-Cyanobicyclo[2.I.O]pentane C6H71\' 31357-71-8 
2-Chloro-2-nitropropane C3H6C1N02 594-71-8 Cyanocyclobutane CSH7N 4426-11-3 
I-Chlorooctadecane C I8H37CI 3386-33-2 Cyanocyc!ohexane C7 H 11 N 766-05-2 
l-Chlorooctane C8H17CI 111-85-3 Cyanocyc]opentane C6H9N 4254-02-8 
I-Chloro-l, 1,3,3,3-pentafluoropropane C3H2CIFs 76-15-3 Cyanocyclopropane C4H5N 5500-21-0 
Chloropentamethylbenzene CI1HISCI 5153-39-9 Cyanoethane C3HSN 107-12-0 
l-Chloropentane C5H IICI 543-59-9 Cyanoethene C3H3N 107-13-1 
2-Chlorophenol C6HsCIO 95-57-8 Cyanogen CZN2 460-19-5 
3-Chlorophenol C6H5CIO 108-43-0 3-Cyano-4-mcthoxymethyl-6-
4-Chlorophenol C6HsCIO 106-48-9 methyl-(2-pyridone) C9H ION20 2 6339-38-4 
IIl-Chlorophenylisocyanate C7H4CINO 2909-38-8 3-Cyano-4-methoxymethyl-5-nitro-
p-Chlorophenylisocyanate C7H4CIl\'O 104-12-1 6-methyl-(2-pyridone) C9H9N,O-l 6281-75-0 
17 -[6-(4-Chlorophenyl)-I-oxohexyl]oxy-( 17 a)- l-Cyano-3-methylenecyclobutane C6H7N 15760-35-7 

19-norpregn-4-en-20-yn-3-one C32H39CIO, 71203-42-4 2-Cyano-2-methylpropane CSH9N 630-18-2 
I-Chloropropane C3H7CI 540-54-5 2-Cyanopropane C4H7N 78-82-0 
,3-CIllul UJ?l UJ?cm:-l C3HsCI 107-03-1 u-CyulJupropiulJaldctJydc C4Hsl\'O 26692-50-2 
2-Chlorothiophene C.jH3ClS 96-43-5 ,B-Cyanopropionaldehyde C4H51\'O 3515-93-3 
a-Chlorotoiuene C7H7CI 100-44-7 Cyanuric acid C3H1N30 3 108-80-5 
2-ch ioro-6-( trichloromethyl )pyridine C6H3CI4N 1929-82-4 Cyclam CloH24N4 295-37-4 
Chlorotrifluoroethene C2CIFJ 7938 I) Cyclobutunc C4II~ 287-2J-0 
Chlorotrifluoroethylene C2CIF, 79-38-9 Cyclobutyl cyanide C5H7N 4426-11-3 
Chlorotrimethylsilane C,H9ClSi 75-77-4 a-Cyclodextrin C36H60030 10016-20-3 
Chlorpromazine hydrochloride CI7H20CllN2S 69-09-0 ,B-Cyclodextrin C42H700~5 7585-39-9 
Chlorprothixene C I8 HI8CINS 113-59-7 y-Cyclodextrin C48 H80°.jo 17465-86-0 
Cholesterol C27H-IoO 57-88-5 ,B-Cyclodextrin undecahydrate C-IZH7[)O~5·IIH20 85490-99-9 
Cholesteryl myristatc C~IH7202 1989-52-2 trans.trans.cis-l.5.9-Cyclododecatriene C I2H I8 706-31-0 
Cholesteryl oleate C.;~H7802 303-43-5 Cycloheptaamylose C-I2 H700 :;:,\ 7585-39-9 
Cho1cstervl palmitate C~:<H7"'O~ 601-34-3 Cycloheptaamylose undecahydrate Cl~H7()OJ5·IIH~O 85490-99-9 
Cholesteryl stearate C';5HgOO2 35602-69-8 Cyc10heptane C7H1-I 291-64-5 
Chroman C9HIOO 493-08-3 Cycloheptane-thiourea adduct CloH16N6S~ 39822-97-4 
Chromium acetylacetonate C\~H~ICr06 21679-31-2 Cyc1oheptanol C,H\..\O 502-41-0 
Chromocene CIOHIOCr 1271-24-5 Cyc10heptatriene C7Hx 544-25-2 
Chromonc C9H60 2 491-38-3 Cycloheptene C7H1l 628-92-2 
Cinnamic acid C9H8O: 140-10-3 cis-Cycloheptene C7H1l 45509-99-7 
Citra! C 1oH I6O 55-52-7 Cyclohexaamy lose C'6H600 30 10016-20-3 
Citric acid C6Hs07 77-92-9 I J-Cyclohcxadiene C6Hd 592-57-4 
Citric acid monohydrate C6Hs0 7 ,H2O 5949-29-1 I.-l--Cyclohexadiene C6HS 628-41-1 
Citrulline! DL) C6H]1N,O, 627-77-0 Cyclohexane C6HIl 110-82-7 
Cobaltocene CIOHIOCo 1277-.. 1.3-6 Cyc1ohexane-d '2 C6DIl 1735-17-7 
2.-1-.6-Coll idine CsHllN 108 .. 75-8 cis-Cyclohcxane-I.2-dicarboxylic 
Longressanc C1.jH.:o .!..!.y.!.-/y-/ anhydnde LgHIOU, 1314Y-UU-J 

Copper acetylacetonatc C1OHI-ICUO-, 1:.11395 .. \6-9 1.3-Cyclohex.anedione C6H80 2 504-02-9 
Copper benzylacetylcn ide C9H7Cu 66582-10-3 I..+-Cyclohexancdione C6HsOl 637-88-7 
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Cyclohexanethiol C6H l2S 1569-69-3 5-Decanol C IOH22O 5205-34-: 

Cyclohexane-thiourea adduct C9H24N6S3 33561-77-2 I-Decene CIOHzo 872-05-< 

Cyclohexanol C6H l2O 108-93-0 I-Decene-urea adduct C2.3H6.7N2O 24494-58--
Cyclohexanone C6H lOO 108-94-1 n-Decyl alcohol C IOH22O 112-30-
Cyclohexanone oxime C6H 11 NO 100-64-1 Decylcyanobiphenyl C23H29N 59454-35-: 
(Cyclohexatriene) (cyclopentadieny I) n -Decylcyclohexane C l6H32 1795-16-( 

iron(II) hexafluorophosphate CIIHIIF6FeP 12176-31-7 n-Decylcyclopentane C 1sH30 1795-21--

Cyclohexene C6HIO 110-83-8 II-n -Decylheneicosane C31 H64 55320-06--
Cyclohexene oxide C6H IOO 286-20-4 n-Decyl mercaptan C IOH22S 143-10-. 
Cyclohexyl alcohol C6H I2O 108-93-0 Decyl methacrylate Cl4H2602 3179-47-. 
Cyclohexylbenzene C 12H I6 827-52-1 Dehydroisophytol C2oH3SO 29171-23-
17 -[( 4-CyclohexylbenzoyI)oxy]-( 17 a)- Dextrose C6H 1Z0 6 50-99-

19-norpregn-4-en-20-yn-3-one C33H4003 71203-41-2 Diacenaphtho[ I ,2-j: 1 ' ,2' -I}-fluoranthene C36H 1S 191-48-1 
Cyclohexyl bromide C6HIIBr 108-85-0 1,2-Diaceto-3-stearin C25H4606 26836-44-
Cyclohexyl cyanide C7H 11 N 766-05-2 1,7 -Diacetoxy-2,4,6-trinitro-2,4,6-
Cyclohexyl(ethylcyclohexyI)methane C l5Hzs 66374-71-8 triazaheptane CSHl4N601O 14173-62-" 
Cyclohexyl(2-ethylcyclohexyl)methane C l5H2S 66374-71-8 p-Diacetylbenzene diethyl ketal CIsH3004 47189-08-. 
II-Cyclohexylheneicosane C27H54 6703-99-7 1,1' -Diacetylferrocene Cl4HI4Fe02 1273-94-: 
Cyclohexyl isocyanide C7H 11 N 931-53-3 L I ' -Diadamantyl ketone C21 HJoO 1R2'in-()1-: 
I-Cyclohexyl-I-isopropylcyclohexylethane C 17H32 unavailable Diallyl C6H lO 592-42-
Cyclohexyl(isopropylcyclohexyI) methane C l6H30 unavailable Diamantane C I4H20 2292-79-
Cyclohexyl mercaptan C6H l2S 1569-69-3 2,4-Diaminoazobenzene C I2H 12N4 495-54-: 
l-Cyclohexy 1-3-methylhydroindan C I6H26 unavailable 4,4' -Diaminodiphenyl ether C1:>HI7N7O 101-80-· 
l-Cyclohexyl-l,3,3-trimethylhydroindan C 1sH32 22236-61-9 4,4' -Diaminodiphenyl oxide CI2HI2N20 101-·80-· 
Cyclooctaamylose C4sHSOO40 17465-86-0 4,4' -Diaminodiphenyl sulfone CI2HI2N202S 80-08-( 
Cyclooctadecane C 1sH36 296-18-4 1,2-Diaminoethane C2HsNz 107-15-. 
Cycloocta-I,5-diene CsHI2 11l-78-4 N,N' -Di-(2-aminoethyl)piperazine CsHzoN4 24028-46-· 
Cyclooctane CSHI6 292-64-8 1,2-Diamino-2-methylpropane C-lH 1ZN2 811-93-: 
Cyclooctane-thiourea adduct CIIH2SN6S3 39822-99-6 1,2-Diaminopropane C3HION2 78-90-( 
Cyclooctatetraene CsHs 629-20-9 Diamond C 7782-40-" 
Cyclooctene CSHI4 931-88-4 4,4' -Dianilino-3,3' -diaminodiphenyl 

Cyclopentadiene C5H6 542-92-7 ether C24H22N40 18888-98-" 
Cyclopentadienyl manganese 4,4' -Dianilino-3,3' -diaminodiphenyl 

tricarbonyl CSH5Mn03 12079-65-1 oxide C24H22N40 18888-98--

Cyclopentadienyl tricarbonyl Dianisyldiethynylsilane CISHI602Si 55986-09-\ 

manganese CSH5Mn03 120709-65-1 1,4-Diazabicyclo[2.2.2]octane C6HIZN2 280-57-\ 

Cyclopentane C5HIO 287-92-3 2,3-Diazabicyclo[2.2.2]oct-2-ene 

Cyclopentanethiol C5H IOS 1679-07-8 N-oxide C6HION2O 25926-96-\ 

Cyclopentanol C5H lOO 96-41-3 6,7-Diazatricyclo[3.2.2.02.4]non-6-ene 

Cyclopentene CsHs 142-29-0 N-oxide C7H ION2O 25926-99-: 

Cyclopentylamine CsHllN 1003-03-8 1,2,3,4-Dibenzanthracene-picric 

Cyclopentylbicyclohexyl C 17H30 26447-22-3 acid C2SH17N307 72454-46-' 

Cyclopentyl cyanide C6H9N 4254-02-8 1,2,5,6-Dibenzanthracene-picric 

Cyclopentyl mercaptan CsHIOS 1679-07-8 acid C2SH17N307 1951-78-( 

Cyclopentyl methyl sulfide C6H'2S 7133-36-0 Dibenzofuran C I2HsO 132-64-\ 

Cyclopentyl-I-thiaethane C6H 12S 7133-36-0 Dibenzothiophe-ne C I2HgS 132-65-( 

Cyclopropane C3H6 75-19-4 1,2-Dibenzoylethane C'6H '40 2 495-71-1 

Cyclopropylamine C 3H7 N 765-30-0 Dibenzoylethylene CI6HI202 4070-75-

Cyclopropyl cyanide C4HsN 5500-21-0 I, I' -Dibenzoylferrocene C2.\H 'SFe02 12180-80-: 

Cyclo-di-p-xylene C'6H 16 1633-22-3 Dibenzyl C 14H'4 103-29--

Cymantrene CgHsMn03 12079-65-1 Dibromoacetic acid C2H2Br202 631-64-

p-Cymene CIOH'-I 99-87-6 1.2-Dibromobenzene C/lH.\Br2 583-53-( 

Cysteine(L) C3H7N02S 52-90-4 1,3-Dibromobenzene C6H4Br2 108-36-

Cystine(L) C6HI2N2°-lS2 56-89-3 1.4-Dibromobenzene C6H.\Br2 106-37-( 

Cytosine C.\HsN3O 71-30-7 p-Dibromobenzene C6H4Br2 106-37-( 

D I' .1' I I -DiiodobifelTocenium 

Decachlorobiphenyl C 12Ci IO 2051-24-3 hexafluoroantimonate C2oHlbF6Fe212Sb 140677-36--

Decacyc lene C36H'8 191-48-0 I A-Dibromobutane C.jHsBr2 110-52-

Decafluorobiphenyl C'2F IO 434-90-2 1.4-Dibromo-2,3-dichlorohexafl uorobutane C.\Br2CI2F6 375-42-: 

Decah ydronaphthalene C IOH I8 91-17-8 1,2-Dibromoethane C2H.jBr2 106-93--

cis-Decahydronaphthalene C,oH,~ 91-17-8 I ,2-Dibromoethane-d I C2H3DBr2 unavailabl\ 

trans-Decahydronaphthalene C 1oH I8 493-02-7 I ,2-Dibromoethane-d 2( 1.1) C2D2H2Br2 unavailable 

Decalin C 1oH I8 91-17-8 I ,2-Di bromoethane-d 2 ( I ,2) C2D2H2Br2 126266-42-( 

cis-Decalin CIOH 1S 493-01-6 1,2-Dibromoethane-d .1 C2HD,Br2 117 164-1 7 --:; 

tralls-Decalin C lOH I8 493-02-7 1.2-Dibromoethane-d .j C2D-IBr2 22581-63-1 

Decanal C 1oH20O 112-31-2 Dibromoethanoic acid C2H2Br202 631-64-1 

"ll-Decane C 1oH22 124-18-5 Dibromomethane CH2Br2 74-95-: 

I-Decanethiol C 1oH22S 143-10-2 2A-Dibromophenol C6H.jBr20 615-58-; 

Decanoic acid CloH200c 334-48-5 1,2-Dibromopropane C,H6Br2 78-75-1 

I-Decanol C IOH22O 112-30-1 1.3-Dibromopropane C,H6Br2 109-64-E 

1.2-Dibromotetrafluoroethane C2Br2F.j 124-73-: 
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1,6-Dibromo-2,3.5- 2.2-Dicyanopropane C5H6Nz 7321-55-3 

trichlorononafiuorohexane C6BrzCi3Fg 85131-86-8 1.3-Dicyclohexylbutane C I6H30 41851-35-8 

4,4'-Dibutanoyloxydiphenyldiacetylene C24Hn 0 4 92341-25-8 1, I-Dicyclohexy Idodecane Cz4H46 18254-57-4 

5.6-Dibutyl-5.6-bis(4-tert-butylphenyl)decane C3S~2 85668-76-4 2.II-Dicyclohexyldodecane Cz4H46 95746-44-4 
Di-tert-butyldiazene-N-oxide CgH,sNZO 87339-11-5 1,1-Dicyclohexylethane C'4H26 2319-61-1 

2.6-Di-tert-butyl-4-(3.5-di-tert-butyl-4-oxocycloxexa- 1.2-Dicyclohexy lethane C'4HZ6 3321-50-4 
2.5-dienylidene methyl) phenol CZ9H4202 4534-84-3 1,1-Dicyclohexy Iheptane C t9H36 2090-15-5 

2.6-Di-tert-butyl-4-(3,5-di-tert-butyl-4-oxocyclohexa- Dicyclohexylmethane C13H24 3178-23-2 
2.5-dienylidene methyl phenoxyl Cz9H4,Oz 2370-18-5 1.2-Dicyclohexylpropane C'5H2S 41851-34-7 

Di-n-butyl ether CsH1sO 142-96-1 endo-Dicyclopentadiene C\\)H12 1755-01-7 
Di-tert-butyl ether CgH,sO 6163-66-2 1,3-Dicyclopentylcyclopentane C'5H26 6051-40-7 

Di-n-butyl ketone C9H,sO 502-56-7 4,4'-Didecanoyloxydipheny1diacetylene C36H4604 92341-28-1 

4,4' -Di-n-butyloxyazoxybenzene C2oHz6Nz03 17051-01-3 Di-n-decylammonium chloride C2oH44CIN 2486-84-2 
Di-tert-butyl peroxide CgH,sOz 110-05-4 Di-n-decyl sebacate C30H5S04 2432-89-5 
Dibutyl a-phthalate C'6H2Z0 4 84-74-2 4,4' -Didodecanoyloxydiphenyldiacetylene C4oH5404 92341-29-2 
Di-n-butyl sebacate C'SH340 4 109-43-3 Di-n-dodecyl sebacate C34H640 4 2432-88-4 

Dibutyl succinate C'2Hn 0 4 141-03-7 Diethanolamine C4H"NOz 111-42-2 
Di-n-butyl sulfide CsH,sS 544-40-1 4,4'-Diethanoyloxydiphenyldiacetylene CZOH'404 92341-23-6 
1.3-Dibutylurea C9HzoN zO 1792-17-2 4,4' -Dielhoxyazoxybenzene C'6H ,sNz0 3 4792-83-0 
Dichloroacetic acid CZH2Ciz0 2 79-43-6 I.I-Diethoxyethane C6H'402 105-57-7 
1.2-Dichlorobenzene C6H4Ci2 95-50-1 1,2-Diethoxyethane C6H,.j02 629-14-1 
1,3-Dichlorobenzene C6H4Clz 541-73-1 Diethylamine C4H Il N 109-89-7 
1,4-Dichlorobenzene C6H4CI2 106-46-7 Diethylaminoethyl methacrylate C IOH'9NOZ 105-16-8 
m -Dichlorobenzene C6H4Ci2 541-73-1 N,N-Diethylaniline CIOHt5N 91-66-7 
a -Dichlorobenzene C6H4Clz 95-50-1 I' ,l'"-Diethylbiferrocenium 

p-Dichlorobenzene C6H4Ciz 106-46-7 triiodide CZ4Hz613Fez 78713-00-5 
p-Dirhlorobpn7ophennnp CIJHoClz0 QO-QR-/ 4,5-Dipthyl-4,5-hi~-(4-fprt-blltylphenyI)octane CnH:;o SS66S-73-1 

4,4'-Dichlorobenzophenone C13HsC1zO 90-98-2 Diethyl carbonate C5H lOO3 105-58-8 
cis-Dichlorobis(methylamine)platinum C2H lOCl2N2Pt 15273-32-2 Diethy lcyclohexane CIOHzo 1331-43-7 
trans-Dichlorobis(methy lamine )platinum C2H IOCI2N2Pt 15319-09-2 1,4-Diethylcyclohexane C IOH20 1679-00-1 
1,2-Dichlorobutane C4HsCI2 616-21-7 Diethyl disulfide C4H toS2 110-81-6 
1,4-Dichlorobutane C4HsCIz 110-56-5 Diethylene glycol C4H lOO3 111-46-6 
f3,f3'-Dichlorodiethylether C4HgC12O 111-44-4 Diethylene glycol-glycerol-adipate polymer C13H22Og 26760-54-3 
Dichlorodiethy lsilane C4H toClzSi 1719-53-5 Diethylene glycol-trimethylolpropane-
Dichlorodifiuoromethane CClzF2 75-71-8 adipate polymer Cl5H2S0g 28183-09-7 
Dichlorodimethylsilane CzH6C12Si 75-78-5 Diethyleneimide oxide C4HqNO 110-91-8 
4,5-Dichloro-I,3-dioxolan-2-one C3H2C120 3 3967-55-3 Diethylenetriamine C4H\3N3 111-40-0 
4,4' -Dichlorodiphenyl sulphone CI2HgClzOZS 80-07-9 Diethyl ethanedioate C6H tOO4 95-92-1 
1,I-Dichloroethane C2H4Clz 75-34-3 Diethyl ether C4H 1OO 60-29-7 
1,2-Dichloroethane C2H4Clz 107-06-2 Di(2-ethylhexyl)adipate C22H4Z04 103-23-1 
Dichloroethanoic acid C2H2CizOz 79-43-6 Di-(2-ethylhexyI) a-phthalate CZ4H3S04 117-81-7 
1,I-Dichloroethene C2HzCI2 75-35-4 Diethy Ihydropyrene CZOH34 unavailable 
1.2-Dichloroethene C2H2CI2 540-59-0 N,N-Diethylhydroxylamine C4H 1t NO 3710-84-7 
<-il-l,2-Dichlolocthcllc C2H zCl2 156-59-2 Dielhyl kewne C5H tO° 96-22-0 
trans-l,2-Dichloroethene CZH2Ci2 156-60-5 Diethyl malonate C7HI20 4 105-53-3 
1,2-Dichloroethylene C2H2CI2 540-59-0 Diethyl mercury C4H,oHg 627-44-1 
cis-l,2-Dichloroethylene C2H2CI2 156-59-2 Diethylmethylamine CSH!3N 616-39-7 
trans-l,2-Dichloroethylene CzH2C12 156-60-5 Diethyl oxalate C6H1OO4 95-92-1 
Dichlorofluoromethane CHCI2F 75-43-4 3,3-Diethylpentane C9Hzo 1067-20-5 
1,6-Dichlorohexane C6HtzCi2 2163-00-0 Diethyl a-phthalate C I2Ht4O" 84-66-2 
Dichloromethane CH2Clz 75-09-2 Diethyl p-phthalate C I2 HI4O" 636-09-9 
Dichloromethyl vinylsilanc C3H6CI2Si 124-70-9 Diethyl succinate CSH1,,04 123-25-1 
2A-Dichloro-4' -nitr.odiphenyl ether CtZH7Ci2N03 1836-75-5 Diethyl sulfide C4HtoS 352-93-2 
1.5-Dichloro-3-oxapentane C"HsC12O 111-44-4 Diethyl tercphthalate C 2Ht4O" 636-09-9 
1.5-Dichloropentane C5H toCI2 628-76-2 I.I-Diethylurea CSHI2N2O 634-95-7 
2.3-Dichlorophenol C,;H.!CI,O 576-24-9 1,3-Diethvlurea C,H'JNJO 623-7f.-7 
2,4-Dichlorophenol C6H"CI 2O 120-83-2 N.N-Diethylurea CSHI2N2O 634-95-7 
2.5-Dichlorophenol C6H.jClp 583-78-8 Diethyl zinc C4HtoZn 557-20-0 
2,6-Dichlorophenol C6H4ClzO 87-65-0 Diethylzinc diethyltellurim complex C gH20TeZn 132851-15-1 
3A-Dichlorophenol C6H.jCI2O 95-77-2 1.I-Diethynyl-2,3.4.5-tetraphenyl-l-
3.5-Dichlorophenol C6H.jCl 2O 591-35-5 germacyclo-pentadiene C32H22Ge 57863-11-3 
1,2-Dichloropropane C,H6C1 2 78-87-5 Diethynyldiphcnylgermane C t6H,zGe 1675-59-8 
1.3-Dichloropropane C1H6Cl 2 142-28-9 1.2-Ditluorobenzene C6H4F2 367-11-3 
2.2- Dichloropropane C1H6C1 2 594-20-7 1.3- Difluorobenzenc C6H~Fl 372-18-9 
1,2-Ulchloro-l.l.2.2-tetralluoroethane C2CI2F.j 76-14-2 IA-Difluorobenzene C6H4F2 540-36-3 
Di-a-cumyl peroxide C'SH 220 2 27137-90-2 4.-1-' -Difluorobiphenyl C I2 H8Fl 398-23-2 
Dicyandiamide CcH.jN.j 461-58-5 I.I-Difluoro-I-chloroethane C1H,CIF2 75-68-3 
1,2-Dicyanobenzene C~H.jN2 91-15-6 1.2-Difluoro-2,2-dichloroethane C 2H2CI1F2 431-06-1 
J .4-Dicyanobenzene C8H~N2 623-26-7 J .I-Difluorocthanc C2f'CF2 75-37-6 
Dicyanomethanc C 1H2N2 109-77-3 2,2 -Difl uorotetrac hloroeth ane C1Cl.jF2 76-11-9 
1 . .3-Dicyanopropane C~H6N2 S-J.-l.-13-8 J .2-Difluoro-I.2.2-trichloroethane C2HC1,F2 354-21-2 
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Diformy Ihydrazine C2H4N20 2 628-36-4 cyanopropionaldehyde C6H11 N02 14618-78-

Dig1ycine nitrate C4HII N30 7 6845-92-7 N,N -Dimethy1acetamide C4H9NO 127-19-

Diglycy1glycine C6HIIN304 556-33-2 Dimethy1acety1ene C4H6 503-17-

Dig1yme C6H'403 111-96-6 N,N-Dimethy1-L-a1anine methyl 
4,4' -Diheptanoyloxydiphenyldiacetylene C30H3404 92341-27-0 ester C6H13N02 42293-86-

Di-n-hexadecy1 sebacate C42Hs204 26719-48-2 Dimethylamine C2H7N 124-40-

4,4' -Dihexanoyloxydiphenyldiacety1ene C2sH3004 92341-26-9 N,N -Dimethylaminodiborane C2H 11 B2N 22580-01-

N,N' -Di-n-hexyladipamide CIsH36N202 21150-82-3 Dimethylaminoethy1 methacrylate CSH1SN02 2867-47-

Di-n-hexylammonium chloride C12H2SCIN 2296-13-1 3-Dimethylaminomethy1 indole CIIHI4N2 87-52-
Dihexyl bis(hexamethylene-l,6-)- Dimethy1aminopropylenediamine CSHISN3 unavai1abl 

trisebacate CS4H9S012 55205-82-8 3-(Dimethylamino)propionitrile CSHION2 1738-25-

Dihexyl hexamethylene-1,6-disebacate C3sH700S 55205-81-7 {3-Dimethy1aminopropionitri1e CSHION2 1738-25-
N,N' -Di-n-hexy1sebacamide C22H44N20 2 31827-03-9 Dimethy1amrnonium 
Di-n-hexy1 sebacate C22H420 4 2449-10-7 tetrafluoroborate C2HSBF4N 16970-97-
4,4' -Dihydrazinodiphenyl oxide C12HI4N4O 51033-02-4 2,6-Dimethy1aniline CsHllN 87-62-

9, I O-Dihydroanthracene C I4H I2 613-31-0 N ,N-Dimethy 1aniline CsHllN 121-69-
2,5-Dihydro-3,4-benzofuran CsHsO 496-14-0 1,I-Dimethy1azoethane CsH,sN2 927-83-
4,5-Dihydro-2,3-benzofuran C aH 30 496-16-2 1,1-Dimethylazoxyethane CaHI3N ZO 16649-52-
2,3-Dihydrofuran C4H6O 1191-99-7 1,2-Dimethylbenzene CgHIO 95-47-
2,5-Dihydrofuran clathrate l,3-Dimethylbenzene CsHIO 108-38-

hydrate C4H6O·17H2O 14306-51-5 1,4-Dimethylbenzene CgHIO 106-42-
1.2-Dihydro-4-(methoxymethyO-6- 2.3-Dimethylbenzoic acid C9H lOO2 603-79-

methyl-2-oxo-3-pyridinecarbonitrile C9H ION20 2 6339-38-4 2,4-Dimethylbenzoic acid C9H1OO2 611-01-

9,10-Dihydrophenanthrene C I4H 1Z 776-35-2 2,5-Dimethylbenzoic acid C9H IOO2 610-71-

Dihydrosulfide carbon sulfide CH2S3 594-08-1 2,6-Dimethylbenzoic acid C9H 1OO2 632-46-

3,4-Dihydroxybenzaldehyde C7H60:, 139-85-5 3,4-Dimethylbenzoic acid C9HIOO2 619-04-
1,2-Dihydroxybenzene C6H60Z 120-80-9 3,5-Dimethylbenzoic acid C9H1OO2 499-06-

l,3-Dihydroxybenzene C6H60 2 108-46-3 2,2' -Dimethylbiphenyl C I4HI4 605-39-

1,4-Dihydroxybenzene C6H60 2 123-31-9 2,3-Dimethyl-2,3-bis(4-tert-butylphenyl)butane C26H3S 5171-91-

4,4' -Dihydroxybiphenyl C12H IOOZ 92-88-6 3,4-Dimethyl-3,4-bis( 4-tert-butylphenyl)hexane C30H46 85668-74-

1,3-Dihydroxybutane C4H IOO2 107-88-0 2,2-Dimethy1butane C6HI4 75-83-

1,4-Dihydroxybutane C4H IOO2 110-63-4 2,3-Dimethylbutane C6HI4 79-29-

2,3-Dihydroxybutane C4H IOO2 513-85-9 2,2-Dimethylbutane-thiourea 

1,8-Dihydroxy-3,6-dioxaoctane C6HI40 4 112-27-6 adduct C9H26N6S3 39822-98-

4,4' -Dihydroxydiphenyl-2,2-propane CIsHI602 80-05-7 3,3-Dimethyl-l-butanol C6HI4O 624-95-

1,2-Dihydroxyethane C2H60 2 107-21-1 3,3-Dimethyl-2-butanone C6HI2O 75-97-

1 ,2-Dihydroxyethane-d 2 CZH4D2Oz 2219-52-5 2,3-Dimethyl-2-butene C6H12 563-79-

1,5-Dihydroxy-3-oxapentane C4H IOO3 111-46-6 3,3-Dimethyl-l-butene C6HI2 558-37-

1,2-Dihydroxypropane C3HsOz 57-55-6 Dimethyl cadmium C2H6Cd 506-82-

1, 14-Dihydroxy-3,6,9, 12-tetraoxatetradecane C IOHn 0 6 4792-15-8 DimethyICadmium· dimethylselenium C4H I2CdSe 143481-65-

2.5-Dihydroxytoluene C7Hs02 95-71-6 Dimethy1cadmium· dimethyltellurium C4HI2CdTe 143481-66-

3,5-Dihydroxytoluene 1,4-Dimethy1cubane 

monohydrate C7Hs0 2·HzO 6153-39-5 dicarboxylate CI2HIZ04 2941-62-

1.II-Dihydroxy-3,6.9-trioxaundecane CsHlsOs 112-60-7 1,I-Dimethy1cyclohexane C8H I6 590-66-

1,2-Diiodobenzene C6H4Iz . 615-42-9 1,2-Dimethy 1cyclohexane CSHI6 583-57-

1,3-Diiodobenzene C6H4Iz 626-00-6 l-cis-2-DimetIiylcyclohexa~e CSHI6 2207-01-

I,4-Diiodobenzene C(jH4 I z 624-38-4 I-tran,,-2-Dimf>thykyr!nhf>x;Jnf> f:OH I6 nR7n-n-

Diiodomethane CH212 75-11-6 l-cis-3-Dimethy1cyclohexane CgHI6 638-04-

1.3-Diiodopropane C,H6Iz 627-31-6 l-trans-3-Dimethy1cyclohexane CgHI6 2207-03-

Diisobutylaluminum hydride CsHI9Al 1191-15-7 l-cis-4-Dimethy1cyclohexane CgHI6 624-29-

Diisohutyl amine CgH I9N 110-96-3 I-trans-4-Dimethy lcyclohexane CRH lri 2207-04-

Diisobutylketone C9H1SO 108-83-8 1,I-Dimethy1cyclopentane C7HI4 1638-26-

l..+-Diisocyanatobenzene CsH .. Nz0 2 104-49-4 1,2-Dimethylcyclopentane C7HI4 2452-9"-

1.6-Diisocyanatohexane CgH'2N20 2 822-06-0 I-cis-2-Dimethy 1cyclopentane C7H1-I 1192-18-

1.5-Diisocyanatonaphthalene C'2H6NZOZ 3173-72-6 I-trans-3-Dimethylcyclopentane C7HI4 1759-58-

Diisododecyl phthalate C3zH5-10 4 27554-06-9 Dimethyldecalin C'2Hn unavailahl 

p.[7' -Diisopropylbiphenyl C1sHzz 18970-30-4 3.6-Dimethyl-I,4-dioxane-2,5-dione C6Hs04 95-96-

Diisopropyl ketone C7H'-10 565-80-0 2.3-Dimethyl-2,3-diphenylbutane C1sH22 1889-67-

Diisopropyl sulfide C6H1-IS 625-80-9 Dimethyl diselenium C1H6Sel 7101-31-

1.-+:5.8-Dimethanodecalin C I2H,s 538-33-2 Dimethyl disulfide C2H6S1 624-92-

Dimethanolurea C3HsNzO, 140-95-4 Dimethyl ether CZH60 115-10-

4'-+' -Dimethoxyazoxybenzene C1-IH\4Nz0 3 1562-94-3 N,N-Dimethylformamide C,H7NO 68-12-

1.I-Dimethoxy-3-cyanopropane C6H'IN02 14618-78-1 Dimethyl fumarate C6Hg04 624-49-

meso-2.3- Dimethoxy-2.3- N,N-Dimethylglycine ethyl ester C6H1,N02 33229-89-

diphenylsuccinonitrile C 1SH'6NZOZ 61502-57-6 N,N-Dimethylglycine methyl 

1.2-Dimethoxyethane C.jH 1OO2 110-71-4 ester CSH1,N02 7148-06-

Dimethoxymethane C,HsOz 109-87-5 2,6-Dimethy 1-4-heptanone C9H 1gO 108-83-

Ditp-methoxyphenyl )-trGns- 2,5-Dimethylhexa-2,4-diene CgHI4 764-13-' 

cyclohexane-I.4-dicarboxylate Cz2Hz-106 26379-55-5 2.5-Dimethylhexane CgHlg 592-13-

2.2-Dimethoxypropane C;H,zOz 77-76-9 3,J-Dimethylhexane CgH lg 563-16-' 

Dimethyl acetal of {3- N.N-Dimethylhydrazine C2HgN2 57-14-
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N,N' -Dimethylhydrazine C 2HgN2 540-73-8 Dimethyltetraphenylcyclotrisiloxane C26H2603Si3 1438-86-4 

1,l-Dimethylhydrazinium 2,2-Dimethyl-4A,6,6-

tetrafluoroborate C2H9BF4N2 811-64-3 tetrapheny Icyclotrisi loxane C26H2603Si3 1438-86-4 

1,I-Dimethylindan C11 HI4 4912-92-9 l,3-Dimethyl-l,I,3,3-tetraphenyldisiloxane C26H260Siz 807-28-3 

4,6-Dimethylindan C 11 H I4 1685-82-l 3 ,3-Dimethyl-2-thiabutane CSH I2S 6163-64-0 

4,7-Dimethylindan C 11 H I4 6682-71-9 2,4-Dimethy 1-3-thiapentane C6Hl4S 625-80-9 
Dimethyl ketone C3H60 67-64-1 2,5-Dimethylthiophene C6HgS 638-02-8 

Dimethyl ketone clathrate Dimethyl-2,2,2-trichloro-l-

hydrate C3H6O·17H2O 18879-06-6 hydroxyethylphosphonate C4HsCI30 4P 52-68-6 

Dimethyl maleate C6Hg04 624-48-6 6, 10-Dimethyl-2-undecanone C I3H26O 1604-34-8 

Dimethylmalonic acid dimethyl 6,1 O-Dimethyl-3,5,9-undecatrien-2-one CJ3H20O 141-10-6 

ester C7HI20 4 6065-54-9 6,1 0-Dimethyl-4,5, 9-undecatrien-2-one C!3H200 16647-05-5 

Dimethylmalononitrile CSH6N2 7321-55-3 1,3-Dimethyluracil C6HgN20 2 874-14-6 

N,N-Dimethylmethanamide C3H7NO 68-12-2 1,I-Dimethylurea C3HgN2O 598-94-7 

1,8-Dimethylnaphthalene C12H 12 569-41-5 1,3-Dimethylurea C3HgN2O 96-31-1 

2,3-Dimethylnaphthalene C I2H I2 581-40-8 Dimethyl zinc C2H6Zn 544-97-8 

2,6-Dimethylnaphthalene C I2H12 581-42-0 Dimethylzinc dimethylselenium 

2,7 -Dimethyl naphthalene C I2Hl2 582-16-1 complex C4HI2SeZn 108430-95-1 
2,6 Dimcthyloctn 2,7 dicn-6-o1 ClUH1sO 78-70-6 Dimcthylzinc dimcthylsulfidc 

2,7-Dimethyloctane C 1oH22 1072-16-8 complex C4H 1ZSZn 91071-61-3 

3,7-Dimethyl-l-octanol C IOH2ZO 106-21-8 Dimethylzinc dimethyltellerium 

3,7-Dimethyl-6-octen-l-yn-3-o1 C IOH I6O 2917-20-8 complex C4H'2TeZn 127283-03-8 
3,3_Dimethyl_?_oxAbutane C:;H I2O 1634-0404 1,2' -Dinaphthylmethane Cl1H 1o 611-.48-3 

4,4-Dimcthyl-3-oxahexane C7HJ60 919-94-8 Dinitrile-2,2'-azodiisobutyric acid CgH12N4 78-67-1 

2,4-Dimethyl-3-oxapentane C6H'40 108-20-3 1,2-Dinitrobenzene C6H4Nz0 4 528-29-0 

3,3-Dimethy)-2-oxapentane C6H l4O 994-05-8 1,3-Dinitrobenzene C6H4Nz0 4 99-65-0 
4,4-Dimethyl-3-oxapentane C6H J4O 637-92-3 1,4-Dinitrobenzene C6H4N20 4 100-2S-4 
17-(2,2-Dimethyl-I-oxopropoxy)-( 17 a)-19- 1 ,3-Dinitro-l ,3-diazacycJoheptane CsHJoN40 d 5754-90-5 

norpregn-4-en-20-yn-3-one CZ5H3403 65445-09-2 I ,3-Dinitro-l ,3-diazacyclohexane C4HsN40 4 5754-89-2 
3,4-Dimethylpentanal C7HJ4O 19353-21-0 1,3-Dinitro-l,3-diazacyclopentane C3H6N40 4 5754-91-6 
2,2-Dimethylpentane C7HJ6 590-35-2 4,4'-Dinitrodiphenyl ether C1,HRN,O, 101-63-3 
2,3-Dimethylpentane C7H I6 565-59-3 1,5-Dinitronaphthalene CJ()H6Nz0 4 605-71-0 
2,4-Dimethy lpentane C7H'6 108-08-7 1,8-Dinitronaphthalene C lOH6Nz0 4 602-38-0 
3,3-Dimethylpentane C7H l6 562-49-2 2,3-Dinitrophenol C6H4NzOs 66-56-8 
2,4-Dimethyl-3-pentanone C7HI4O 565-80-0 2A-Dinitrophenol C6H4NzOs 51-28-5 
N,N-Dimethyl-2-pentylnonylamine C'6H3SN 99916-30·0 2,5-Dinitrophenol C6H4NzOs 329-71-5 
2,3-Dimethylphenol CgHIOO 526-75-0 2.6-Dinitrophenol C6H4NzOs 573-56-8 
2,4-Dimethylphenol CsHIOO 105-67-9 3,4-Dinitrophenol C6H4N~05 577-71-9 
2,5-Dimethylphenol CsHIOO 95-87-4 3,5-Dinitrophenol C6H4N2OS 586-11-8 
2,6-Dimethylphenol CSHIOO 576-26-1 2,2-Dinitropropane C3H6Nz0 4 595-49-3 
3,4-Dimethylphenol CSHIOO 95-65-8 2,4-Dinitrotoluene C7H6Nz0 4 121-14-2 
3,5-Dimethylphenol CsHIOO 108-68-9 2,6-Dinitrotoluene C7 H6Nz0 4 606-20-2 
Dimethyl-3,4-phosphacymantrene C9HgMn03P 56993-57-8 4,4' -Dinonanoyloxydiphenyldiacetylene C34H-IZ0 4 71332-85-9 
3,4 Dimcthylpho3pholyl Di-n-uLldut:'-'yl :,t:!Jd\';dlt: C46H9004 3072-0.'1-) 

manganese tricarbonyl C9HsMn03P 56993-57-8 4,4'-Dioctanoyloxydiphenyldiacetylene C32H3804 71332-84-8 
Dimethylo-phthalate C'OH'OO4 131-11-3 Di -n -oety lamine C'6H3SN 1120-48-5 
Dimethyl p-phthalate C JOH'OO4 120-61-6 Di-n-oetylammonium chloride C J6H36CIN 2296-14-2 
?,?_nimf>thylprnT",""l C.JHJOO 630-193 Dioctyl phthalate C Z41I38°.j 117-84-0 

2,2-Dimethylpropanamide CsH'JNO 754-10-9 Dioctyl o-phthalate C24H3S04 117-84-0 
N,N-Dimethylpropanamide CsHIiNO 758-96-3 Di-n-octyl sebacate CZ6Hso04 2432-87-3 
2.2-Dimethylpropane CsHJ2 463-82-1 4,7-Dioxadecane CSH JS02 18854-56-3 
N,N -Dimethy I -I ,3-propanedi amine C5HJ4N2 109-55-7 2,5-Dioxaheptane C5H I20 2 500005-27-6 
2,2-Dimethyl-l J-propanediol CSHJ::P2 126-30-7 2,5-Dioxahexane C4H,002 110-71-4 
2.2-Dimethylpropanoic acid C5H,oOl 75-98-9 1,3-Dioxane C.jHg02 505-22-6 
2.2-Dimethyl-l-propanol CSH 110 75-84-3 I A-Dioxane C.)Hg02 123-91-1 
2.2-Dimethy Ipropionitri Ie C5H9N 630-18-2 1,3-Dioxane clathrate hydrate CHR0 2 ·17H2O 51105-19-2 
2-( 1,2-Dimethylpropyl)-5.6-dimethylheptenal C'4H260 99914-84-8 ) ,4-Dioxane-2,5-dione C.\H40~ 502-97-6 
2J-Dimethylpyridine C7H9N 583-61-9 2,S-Dioxanonane C7Hl60 2 500005-29-8 
2.4-Dimethylpyridine C7HgN 108-47-4 2.5-Dioxaoctane CbH\ .. O:! 500005-28-7 
2,5-Dimethylpyridine C7H9N 589-93-5 3,6-Dioxaoctane C6HJ.jOo 629-14-1 
2,6-Dimethylpyridine C7H9N 108-48-5 2.4-Dioxapentane C}HS02 109-87-5 
3A-Dimethylpyridine C7H9N 583-58-4 1.3-Dioxepane C5H'l,02 505-65-7 
3.5-Dimethylpyridine C7H9N 591-22-0 1,3-Dioxolane C3H60 2 646-06-0 
2.4- Di rneth y I pyrrole C~H9N 625-82-1 1,3-Dioxolane clathrate hydrate C,H60 2 '17H 2O 34776-95-9 
2.5-Di methylpyrrole C6H9N 625-84-3 2.5-Dioxopiperazine C4H6N20 2 106-57-0 
Dimethyl selenium C2H6Se 593-79-3 4,4' -Dipentanoyloxydiphenyldiacetylene C26Hz604 71332-83-7 
1,I-Dirnethyl-l-silacyclohutane CSHJ2Si 229S-12-7 Di-Il-pentylammonium chloride C IOH24CIN 23307-02-0 
Dimethyl sulfide C2H6S 75-18-3 Diphenyl C'2H IO 92-52-4 
DillJelhyl ~UlrUlle C2H 60 2S 67-71-0 Dlphenylacetic acid C'4H '2U2 11l-34-U 

Dimethyl sulfox.ide Cl H60S 67-68-5 Dipheny lacety lene C1.jH IO 501-65-5 

Dimethyl terephthalate CIOH1o°.j 120-61-6 1,2-DiphcnyJbenzimidazole C J9 HI4N2 2622-67-5 

J. Phys. Chem. Ref. Data, Vol. 25, No.1, 1996 



454 E_ S_ DOMALSKI AND E_ D_ HEARING 

I, I' -Diphenyl-I, I ' -bicyclohexane C24H30 59358-71-3 Durene C lOH[4 95-93-

1,1' -Diphenyl-I, I' -bicyclooctane C2sH3S 59358-73-5 E 
I, I ' -Diphenyl-I, I ' -bicyclopentane Cn H26 59358-70-2 n-Eicosane C2oH42 112-95-
Diphenylcarbinol C 13H[20 91-01-0 l-Eicosanethiol C2oH42S 13373-97-
Diphenylcarbodiimide C\3H ION2 622-16-2 Eicosanoic acid C2oH4002 506-30-
Diphenyl carbonate C[3H IOO3 102-09-0 n-Eicosanyl mercaptan C2oH42S 13373-97-
Dipheny lchloromethane C'3H"Ci 90-99-3 l-Eicosene-urea adduct C2.4H6.SN20 24494-56-
Diphenyldiethynylsilane C'6H12Si 1675-57-6 Enanthal C7H'40 111-71-
Diphenyl diketone C[4H IOOZ 134-81-6 { zeta}-Enantholactam C7H 13NO 673-66· 
1,1-Diphenyldodecane C24H34 1603-53-8 Erbium ethylsulfate C6H[SEr012S3 ·9H2O unavailab 
Dipheuylt:lle-2,2' -ui1>ulfidc-S-o;x;idc C'2IIgOSZ 49833-13 8 Erythrimi C4II lOO4 149-32· 
Diphenylenemethane C 13H,o 86-73-7 Ethanal C2H4O 75-07· 
Diphenylene oxide C'2HSO 132-64-9 Ethanamide C2HSNO 60-35-
4',4 "-Dipheny lenephthalidodicarboxylic Ethane C2H6 74-84-

acid dihydrazide Cn H,sN40 4 19261-73-5 Ethanedioic acid C2H20 4 144-62-
1,1-Diphenylethane C'4H '4 612-00-0 1,2-Ethanediol C2H60 2 107-21-
1,2-Diphenylethane C'4H '4 103-29-7 1,2-Ethanediol-d2 C2H4D20 2 2219-52-
Diphenyl ether C'2HIOO 101-84-8 Ethanenitrile C2H3N 75-05-
1.1-Diphenylethylene C I1H I2 530-48-3 Ethanethiol ('2H6S 7:1-01\ 
Diphenylethyne C'4H lO 501-65-5 Ethanoic acid C2H40 2 64-19-
Diphenylgermane C'2H '2Ge 1675-58-7 Ethanoic anhydride C4H60 3 108-24-
Diphenylmercury C'2H IOHg 587-85-9 Ethanol C2H6O 64-17-
Dipheny Imethane C'3H '2 101-81-5 Ethanol-d, C2HsDO 1624-36-
4,4' -Diphenylmethane diisocyanate C[SHION202 101-68-8 N-Ethanol isatoxime CIOHIONz02 unavailab 
Diphenyloxide C'2H IOO 101-84-8 Ethenyl ethanoate C4H60 2 108-05-
Diphenylsilane-diethynyldiphenylgermane N-p-Ethoxybenzylidene-p' -butyl aniline C'9H23NO 29743-08-

vitreous copolymer ( C28H24GeSi)n 1693-51-2 4-Ethoxy-4' -butylazobenzene C,sH22NzO 31401-34-
Diphenyl sulfide C,zHIOS 139-66-2 2-Ethoxyethanol C4H IOO2 110-80-
Diphenyl sulfone C 12H IOO2S 127-63-9 2-Ethoxyethanol acetate C6H'203 111-15-
Diphenyl sulfoxide C,zHIOOS 945-51-7 2-Ethoxyisonitrosoacetanilide C IOH'2N203 38423-62-
Diphenyltetramethylcyclotrisiloxane C'6Hn03Si3 1693-51-2 4-Ethoxyisonitrosoacetanilide C IOH,zN20 3 17122-74-
1,3-Diphenylurea C13H'2N20 102-07-8 l-Ethoxy-2-methoxyethane CSH I102 500005-27-
Dipiperazinylethane CIOH22N4 19479-83-5 N-Ethylacetamide C4H9NO 627-45-
4,4' -Dipropanoyloxydiphenyldiacetylene C22H,s04 92341-24-7 Ethyl acetate C4Hs02 141-78-
1,2-Di-n-propoxyethane CSH'S02 18854-56-3 Ethyl acetoacetate C6H IOO3 141-97-
N,N' -Di-n-propyladipalllide C12H24N202 85668-72-0 Ethyl alcohol C2H6O 64-17-
Dipropylarnine C6H,sN 14'2-84-7 Ethyl alcohol-d, C2HsDO 1624-36-
4,5-Dipropyl-4,5-bis( 4-lert-butylphenyl)octane C34Hs4 85668-72-0 Ethylammoniumbromide C2HsBrN 593-55-
Dipropyl disulfide C6H'4S2 629-19-6 Ethylammonium dicyanochloromercurate 
Dipropylene glycol C6H'403 106-62-7 (II) C4HsClHgN3 13491-58-
Di-n-propyl ether C6H'40 111-43-3 Ethylammonium nitrate C2H9N20 3 22113-86-
Dipropyl sulfide C6H'4S 1I 1-47-7 Ethyl azoxybenzenedicarboxylate C,sH,sN2OS 6421-04-
Di -n -tetradecy lsebacate C3sH7404 26719-47-1 Ethyl behenate C24H4802 5908-87 
2,3-Dithiabutane C2H6S2 624-92-0 Ethylbenzene CsHlo 100-41 
3,4-Di thiahexane C4H IOS2 110-81-6 Ethyl benzoate; C9H IOO2 93-89 
1,3-Dithiane C4HsS2 505-23-7 m-Ethylbenzoic acid C9H lOO2 619-20 
1,4-Dithiane C4HsS2 505-29-3 o-Ethylbenzoic acid C9H IOO2 612-19 
4,5-Dithiaoctane C6H'4S2 629-19-6 p-Ethylbenzoic acid C9H IOO2 619-64 
4,5-Dithia- 1,8-octanedioic acid C6H IOO4S2 4775-93-3 2-Ethylbicyclohexyl C'4H26 66826-94 
[3,[3' -Dithiodilactic acid C6H IOO4S2 4775-93-3 . 2-Ethylbicyclohexylmethane C'SH28 66374-71 
Di(p-tolyl)mercury C'4H'4Hg 537-64-4 2-Ethylbiphenyl C'4H'4 1812-51 
4,4' -Diundecanoyloxydiphenyldiacetylene C~8H5004 71332-86-0 Ethyl bromide C2HSBr 74-96 
DMF C3H7NO 68-12-2 Ethyl butanoate C6H'202 105-5-1-
Docosalluorobicyclohexyl C'2F22 558-64-5 2-Ethyl-l-butanol C6H'40 97-95 
I1-Docosane C22H46 629-97-0 Ethyl butyrate C6H'202 105-54 
Dodecacarbonyl triiron C'2Fe30'2 17685-52-8 Ethyl carbamate C3H7N02 51-79 
II-Dodecane C'2H26 112-40-3 N-Ethy1carbazole C'4H I3N 80-28 

Dodecanedioic acid C'2H220-l 693-23-2 Ethyl cellulose (C'2H220S)n 9004-57 
1-Dodecanethiol C12H26S 112-55-0 Ethyl chloride C2HsCI 75-00 
Dodecanoic acid C'2H2402 143-07-7 Ethyl 2-chloropropanoate CsH9CI02 535-13 
1-Dodecano 1 C'2H260 112-53-8 Ethyl a-chloropropionate CSH9CI02 535-13 
I-Dodecene C'2H24 112-41-4 24-[3-Ethy1cholesterol C29HsoO 83-46-
1-Dodecene-urea adduct C22H6.sNP 1191-66-8 trans-Ethyl cinnamate C II HI20 2 103-36-
II-Dodecyl alcohol C'2H260 112-53-8 Ethyl cyanide C3HSN 107-12-
Il-DUlit::L) h.:ydohcxal1c CI~H.ib \795-17-1 Ethyl cyal10acctatc C)H,NOl 105-56-
n-Dodecyl mercaptan C I2H26S 112-55-0 Ethy1cyclohexane CgH'6 1678-91-
n-Dodecyl methyl ketone C'-IH280 2345-27-9 Ethyl cyclohexanecarboxylate C9H'602 3289-28-
n-Dotetracontane C-l2HS6 7098-20-6 Ethylcyclopentane C7H'4 1640-89-
11-Dotriacontane C-'2H66 5-1-4-85-4 1-Ethylcyclopentene C7H'2 2146-38-
Dulcite C6H1-\°6 608-66-2 Ethyl cyclopropanecarbox..ylate C6H HlO2 4606-07-
Dulcitol C6H1-l°6 608-66-2 
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Ethyldecalin C12H22 unavailable Ethyl tetracosanate C26H520Z 24634-95-5 
a-Ethyldecalin CI2H22 1008-17-9 Ethyltetryl CgH7NSOg 6052-13-7 
f3-Ethyldecalin C I2H22 1618-23-1 Ethyl triacontanate C32H640 2 7505-12-6 
Ethyl dichloroacetate C4H6ClzOz 535-15-9 Ethyltrichloroacetate C4HsCl30 2 515-84-4 
Ethyl 2,3-dichloropropanoate C5»gC120 2 . 6628-21-3 Ethyltrichlorosilane C2HsCl3Si 115-21-9 
Ethyl a,,B-dichloropropionate CsHgClz02 6628-21-3 Ethylurea C3HSN2O 625-52-5 
Ethyl-2,2-dimethylpropanoate C7H I4OZ 3938-95-2 17 a-Ethynyl-17 ,B-hydroxy-19-nor-4-
Ethyl docosanate C24H4g02 5908-87-2 androsten-3-one C20H2602 68-22-4 
Ethyl dodecanoate C 1"H28OZ 106-33-2 17 a-Ethynyl-17 ,B-hydroxy-19-nor-4-

Ethy I eicosanoate Cn H4402 18281-05-5 androsten-3-one acetate C22H2S0 3 51-98-9 
Ethylene C2H4 74-85-1 Eugenol C IOH 1202 97-53-0 
Ethylene-butadiene copolymer (C6H IO)n 25068-01-3 F 
Ethylene carbonatt; C3H4°.1 96-49-1 Ferrocene CIOHroFe 102-54-5 
Ethylene diamine C2H8N2 107-15-3 Ferrocene-d I 0 CIODIOFe 12082-87-0 
Ethylene dibromide C2H4Br2 106-93-4 Ferrocene-d 10 thiourea clathrate 
Ethylene dibromide-d 1 C2H3DBr2 unavailable (1:3) C13H 12DlOFeN6S3 108339-57-7 
Ethylene dibromide-d2(l,I) C2D2H2Br2 unavailable Ferrocenium hexafluorophosphate ClOHlOF6FeP 11077-24-0 
Ethylene dibromide-dz(l,2) C2D2H2Br2 126266-42-0 F1uoranthene C 16H lO 206-44-0 
Ethylene dibromide-d3 C2HD3Brz 117164-17-7 Fluoranthene-piCric acid C2ZH13N307 34532-28-0 
Ethylene dibromide-d4 CZD4Br2 22581-63-1 Fluorene C13HIO 86-73-7 
Ethylene dichloride C2H4C12 107-06-2 Fluorene-picric acid C19H13N307 645%0-92-3 
Ethylene dinitramine C2H6N40 4 505-71-5 I-F1uoroadamantane CIOHlsF 768-92-3 
Ethylene glycol C2H60 2 107-21-1 p-F1uoroaniline C6H6FN 371-40-4 
Ethylene glycol-d2 C2H4D20 2 2219-52-5 Fluorobenzene C6HSF 462-06-6 
Ethylene glycol acetate C4Hg03 111-55-7 Fluoroform CHF3 75-46-7 
Ethylene glycol diacetate C6H lO0 4 111-55-7 2-Fluoronaphthalene C 1oH7F 323-09-1 
Ethyleneg:Jycoldibutanoate C 1nH 1ROJ. 105-72-6 p -Fluorophenol COHJFO 371-41_5 
Ethyleneglycoldipropanoate CgH I4°.j 123-80-8 2-F1uorotoluene C7H7F 95-52-3 
Ethylene oxalate C4H.j°4 3524-70-7 3-Fluorotoluene C7H7F 352-70-5 
Ethylene oxide CZH40 75-21-8 4-Fluorotoluene C7H7F 352-32-9 
Ethylene oxide hydrate C2H4O·7H2O 16002-48-5 F1uorotrichloromethane CCI3F 75-69-4 
N-Ethylethanamide C4H9NO 627-45-2 Fonnaldehyde,dimethy1acetal C3HsOz 109-87-5 
Ethyl ethanoate C4HsOl 141-78-6 Formamide CH3NO 75-12-7 
Ethyl formate C3H60 2 109-94-4 Formic acid CH20 2 64-18-6 
Ethyl heptadecanoate C19H3S02 14010-23-2 Freon 11 CCI1F 75-69-4 
Ethyl hexacosanate C2sHs6U2 LYU30-~I-1 Freon 12 CCI 2F2 75-71-8 
Ethyl hexadecanoate CIsH360z 628-97-7 Freon 14 CF4 75-73-0 
2-Ethylhexanol CsHI80 104-76-7 Freon 21 CHCl2F 75-43-4 
9-(2' -Ethylhexyl)perhydrofluorene C21 H38 unavailable Freon 22 CHCIF2 75-45-6 
Ethyl hydrocinnamate C I1 H1.j°2 2021-28-5 Freon 23 CHF3 75-46-7 
Ethylhydroindan CIIH10 unavailable Freon 113 C2CI3F3 76-13-1 
Ethylidene chloride C1H4C11 75-34-3 Freon 114 C2CI2F4 76-14-2 
Ethylidenecyclohexane CgH I4 1003-64-1 Freon-I 22 C2HC13F2 354-21-2 
Ethylidenecyclopentane C7 H12 21-16-37--'1 Freun-132 C2H2CI2F2 431-06-1 
Ethylidene difluoride C2H.1F2 75-37-6 Freon 143 C2H3F3 420-46-2 
2-Ethylimidazole CsHgN2 1072-62-4 Freon 152a C2H4F2 75-37-6 
Ethyl iodide C 2HsI 75-03-6 Freon C318 C4Fg 115-25-3 
Ethyl isothiocyanate C3HSNS 542-85-8 Fructose C6H l20 6 7660-25-5 
Ethyl laurate C14H2g01 106-33-2 Fullerene C60 99685-96-8 
Ethyl margarate CI9H380z 14010-23-2 Fullercne cpoxidc C600 135105-53-2 
Ethyl mercaptan C2H6S 75-08-\ Fumaric acid C4H40 4 110-17-8 
Ethyl methanoate C,H60 2 109-94-4 Furan C"H.jO 110-00-9 
Ethyl methyl sulfide C3HgS 624-89-5 Furfural CSH402 98-01-1 
Ethyl nitrate C1HSNO, 625-58-1 Furfuraldehyde CsH402 98-01-1 
Ethyl nonadecanoate C21 H42O, 18281-04-4 Furfuryl alcohol CsH602 98-00-0 
Ethyl octadecanoate C2oH.lOOc 111-61-5 G 
Ethyl palmitate ClsH3602 628-97-7 

Gadolinium isothiocyanate 
3-Ethylpentane C7 H I6 617-78-7 

hexahydrate C3GdN3SJ ·6H10 94007-91-7 
3-Ethyl-3-pentanol C7Hq O 597-49-9 

Galactitol C6H I40 6 608-66-2 
2-Ethy Iperhydrophenanthrene C 16H28 unavailable 

Galactose C6HI20 6 59-23-4 
3-Ethylperhydropyrene C 1sH30 unavailable 

a-Galactose(D) C6H I20 6 59-23-4 
4-Ethylphenol CgHIOO 123-07-9 

Gallium triethyl C6HI5Ga 1115-99-7 
Ethyl N-phenylcarbamate C9 H II NO, 101-99-5 

Gahinoxyl hydrogalvinoxyl (6: 1) 
Ethyl phenyl ether CsHIOO 103-73-1 

radical C2(nHZSgOI4 120660-76-6 
Ell!) I (JIUP,I!lUdlC C5H IOO2 105-37-3 

Galvinoxyl hydrogalvinoxyl (9: J) 
Ethyl propionate C5H IOO2 105-37-3 

radical C290H41 10 20 120660-77 -7 
Ethyln-propyl ether C5H I2O 628-32-0 

Galvinoxyl radical C29H4 !02 2370-18-5 
Ethyl n-propyl ketone CJf l20 589-38-8 

Geranial C IOH: 6O 141-27-5 
Ethylll-propyl sulfide C~Hl~S 4110-50-3 

Germanium tetraethyl CSH20Ge 597-63-7 
Ethyl silicate CsH200 4Si 78-\0-4 

Glassy carbon C 7440-44-0 
Ethyl stearate C2oH.100 2 111-61-5 
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a-Glucose(D) C6Hl20 6 492-62-6 Hexadecafiuoro-3-butyltetrahydrofuran C gF l60 500005-57-

a-Glucose pentaacetate(D) C I6H220 22 604-68-2 Hexadecafluorodimethylcyclohexane CgF l6 26637-68-

,B-Glucose pentaacetate(D) C I6H220 22 604-69-3 Hexadecafluoroheptane C7F'6 335-57-

Glutamic acid CSH9N04 56-86-0 n -Hexadecane C l6H34 544-76-

Glutamic acid(D) CSH9N04 6893-26-1 1-Hexadecanethiol C l6H34S 2917-26-

Glutamic acid(L) CSH9N04 56-86-0 Hexadecanoic acid C16H320Z 57-10-

Glutamic acid hydrochloride CsHwCIN04 138-15-8 I-Hexadecanol C 16HJ4O 36653-82-
Glutamine(L) CsH wNz03 56-85-9 Hexa-o-decanoyl-scyllo-inositol C66HIZOOIZ 99409-67-
Glutaric acid CSHg04 110-94-1 I-Hexadecene C 16H32 629-73-

Glutaronitrile CSH6N2 544-13-8 I-Hexadecene-urea adduct Cz.3H6.7N20 24494-57-
GlYU:;lVl C3Hg03 56-/31-5 n-Hexadecyl mercaptan C 16HJ4:S "lYI7-"l6· 

Glycerol-d) CJHSD30 3 7325-16-8 1,5-Hexadiene C6H W 592-42-
Glyceryl triacetate C9H l40 6 102-76-1 2,4-Hexadiyne C6H6 2809-69-
Glyceryl tributyrate ClsHz606 60-01-5 Hexaethylbenzene C 1gH30 604-88 
Glyceryl tricaproate CZIH3S06 621-70-5 Hexaeth y Icyclohexane C 1sH36 98803-61-
Glyceryl tridecanoate C33H6Z06 621-71-6 I, 1,3,3,5,5-Hexaethylcyclotrisiloxane ClzH3003Si3 2031-79· 
Glyceryl trilaurate C39H7406 538-24-9 Hexaethyldisiloxane ClzH300Siz 994-49-

GlyceryI trimargarate CS4HI0406 2438-40-6 Hexaethylene glycol ClzHz607 2615-15-
Glyceryl trimyrist:lt~ C 45H S(;O" 555-45-3 Hexafluoroacetone CjFoO 684-16 

Glyceryl trioctanoate C27Hso0 6 538-23-8 Hexafiuorobenzene C6F6 392-56-
Glyceryl tripalmitate CSIH9S06 555-44-2 Hexafiuoroethane CZF6 76-16-
Glyceryl tristearate CS7HllOO6 555-43-1 Hexafiuoropropanone C3F6O 684-16-
Glycine C2HsN02 56-40-6 Hexa-o-hexanoyl-scyllo-inositol C42H72012 88269-10-
Glycolide C4H .. 04 502-97-6 2,3,6,7,10, I I-Hexa-n-hexyloxytriphenylene CS .. Hg40 6 70351-86-
Glycylglycine C4HgNz0 3 556-50-3 4ba,4c,B,5 ,9b,B,9w, 10-Hexahydrocyclabuta-
Gramine CIIHl4Nz 87-52-5 [I ,2-a: 3,4-a' ]diindene C 1sH l6 25456-55· 
Graphite C 7782-42-5 4b ,B,4ca, 9. 9aa, 9b,B, 10-Hexahydrocyclobuta-
Graphite, Acheson C 7782-42-5 [1,2-a:4,3-a']diindene C 1sH l6 23358-17-
Graphite, Acheson, irradiated C 7782-42-5 Hexahydroindan C9Hl6 496-10· 
Graphite. natural Taiguinsk C 7782-42-5 cis-Hexahydroindan C9H l6 4551-51· 
Graphite, pyrolytic C 7782-42-5 trans-Hexahydroindan C9H16 3296-50· 
Guanidine carbonate CZH7N30 3 593-85-1 1,2,3,6,7,8-Hexahydropyrene C 16H16 1732-\3· 
Guanine CsHsNsO 73-40-5 Hexahydroxyhexaethylenediamine chromium sulfate 

H decahydrate ClzH54Cr4N1201SS3 . 10Hz 0 35705-97· 

n -Heneicosane Cz1 H-+4 629-94-7 Hexakis(p,-acetato )(P,roxo )tris(pyridine) 

n -Hentriacontane C31 H64 630-04-6 iron(II)dilron(llI) chloroform C2sH34Ci3i"'e3N3013 117799-61· 

n -Heptacosane Cn HS6 593-49-7 Hexakis(p,-acetato )(P,roxo )tris(pyridine) 

n-Hept.ldecane C 17H36 629-78-7 trimanganese· pyridine C3ZHJSMnJN40U 109839-55· 

Heptadecanoic acid CI7H3402 506-12-7 2,3,6,7, I 0, 11-Hexakis( I-decynyl)triphenylene C78H I08 125594-11· 

1-Heptadecanol C 17HJ6O 1454-85-9 2,3,6,7,1O,II-Hexakis[(4-heptylphenyl) 

n-Heptadecyl alcohol C 17H36O 123-24-0 ethynyl]triphenylene C lOsH 120 125594-09· 

l,l.I.2,3,3,3-Heptafluoropropane C3HF7 431-89-0 Hexakis[(4-hexylphenyl)ethynyl]benzene C9OH I02 125594-06· 

n-Heptaldehyde C7H1.p 111-71-7 Hexakis[(4-pentylphenyl)ethynyl]benzene Cs4H90 125594-05· 

2.2AA.6.8.8-IIcptllmethylnonllne C 16H34 4390-04-9 2,3,6,7.10,11 Hexakis[(-1 pentylphenyl) 

1. 1. 1.3,5.5.5-Heptamethyl-3- ethynyl]triphenylene C96H96 125594-08 

phen y Itrisiloxane C13H2602Si13 546-44-1 Hexamethylbenzene C I2H 1S 87-85 

Heptanal C7Hl4O 111-71-7 Hexamethylbenzene, deuterated C l2D 1S 4342-40 

n-Heptane C7H l6 142-82-5 Hexamethylcyclotrisilazane C6HzIN3Si3 1009-93 

l-Heptanethiol C 7H l6S 1639-09-..J. Hexamethylcyclotrisiloxane C6H,s03Si3 541-05 

Heptanoic acid C7H l40 2 lll-14-8 1.1 ,3,3,5,5-Hexamethyl-7 ,7- CI8HJ80~Si-l 1693-44 

I-Heptanol C,H I6O 111-70-6 diphenylcyclotetrasiloxane 

4-Heptanol C7H I6O 589-55-9 I. I, 1.5.5.5-Hexamethyl-3,3-

I-Heptene C7H'4 592-76-7 diphenyltrisiloxane C24H2S0zSi3 797-77 

4-1/ -Heptoxyphenyl-..j.' -Il-butylbenzoate C 2.jH 320 3 38454-35-2 Hexamethyldisilane C6H'8Si 2 1450-14· 

Il-Heptyl alcohol C"H'60 111-70-6 Hexamethyldisiloxane C6H1SOSi2 107-46 

1/ -Heptylbenzene C1~H'f) 1078-71-3 Hexamethy Idisily Imethane C7H10Si1 2117-28 

4-1/ -Heptylbicyclohexyl C l9H36 96667-88-8 1.6-Hexamethylene diisocyanate CSH 1ZNP2 822-06 

II-Heptyl bromide C7H I5 Br 629-04-9 1.6-Hexamethylene diisocyanate 

II-Heptyl chloride C7H l5CI 629-06-1 polycyc1otrimer (CSHI2N202)n 28182-81 

II-Heptylcyclohexane C 13H26 5617-41-4 Hexamethyleneimine C6H 13N 111-49 

II-Heptyl iodide C;HI5 f 4282-40-0 Hexamethylenetetramine C6HI2N4 100-97 

I1-Heptyl mercaptan C7H'6S 1639-09-4 Hexamethylphosphoramide C6HISNPP 680-31 

4-I1-Heptyltercyclohexyl C25H.j6 unavailable Hexamethylphosphoric triamide C6H 1RN,OP 680-31· 

4' -il-Heptyl-Ill-tercyclohexyl C25 H.j6 unavailable cis-(5.12J-7,7,14.14-Hexamethyl-1 A,8.11-

Hcxachlorobenzene C6U 6 11~-74-1 LeLfW:lLilcycluLeLrauecillle C I6H36N4 56144-66-

y-Hexachlorocyclohexane C6 H6Cl6 58-89-9 2.6. 10. 15.19.23-Hexamethyltetracosane C30H62 111-0 I· 

Hexachlorocyclopropane C~Cl6 2065-35-2 1.1.3.3.5.5-Hexamethyl-IJ,5-

Hexachloroethane C:Clr, 67-72-1 trisi lacyclohexane C9H24Si3 1627-99-

11-Hexacosane C26H5-l 630-01-3 I-Hexanal C6H I2O 66-25-

Hexacyc lopropylethane C20H30 26902-55-6 n-Hexane C6Hl-l 110-54· 

1.6-Hcxanedioic acid C6H 1O°-l 124-04-
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1,6-Hexanediol C6H'402 629-11-8 Hydroxybutanedioic acid C4H60 5 6915-15-7 

1-Hexanethiol C6H'4S 111-31-9 2-(2' -Hydroxyethoxy)ethyl 

Hexanitroethane C2N60 12 918-37-6 pivalate C9H,s04 20267-21-4 

Hexanoic acid C6H'202 142-62-1 2-Hydroxyethyl-2' ,2' -dimethylpropionate C7H'403 20267-19-0 

I-Hexanol C6H'40 111-27-3 2-Hydroxyethyl pivalate C7H'403 20267-19-0 

2-Hexanol C6H'40 626-93-7 N-(2-Hydroxy-4-methoxybenzylidene)-

3-Hexanol C6H'40 623-37-0 p-butylaniline C,sHz,NOz 30633-94-4 

2-Hexanone C6H 12O 591-78-6 2-Hydroxy-4-(methoxymethyl)-6-methyl-5-

3-Hexanone C6H 12O 107-87-9 nitro-3-pyridinecarbonitrile C9H9N30 4 6281-75-0 

2,3,6,7, 10, II-Hexa-n-octanoyloxy 5-Hydroxy-4-(methoxymethyl)-6-

triphenylene C66H96O'2 70351-94-9 methyl-3-pyridinemethanol C9H13N03 1464-33-1 

2,3,6,7, I 0, 11-Hexa-n -octanoyloxy 2-H ydroxymethyl-2-methy I-I ,3-propanediol CSH120 3 77-85-0 

triphenyJene (solid I) C66H96012 70351-94-9 2-Hydroxymethyl-2-methyl-l,3-

2,3,6,7,1O,II-Hexa'-n- propanediol tetrahydrate CSH'203·4HzO 14238 I -76-8 

octanoyloxy triphenylene (solid II) C66H96O,Z 70351-94-9 5-Hydroxy-6-methyl-3,4-pyridinedimethanol CSH ll N03 65-23-6 

2,3,6,7,1O,II-Hexa-n- 1-Hydroxynaphthalene CIOHgO 90-15-3 

octanoyloxy triphenylene (solid III) C66H96012 70351-94-9 2-Hydroxynaphthalene CIOHsO 135-19-3 

Hexa-o-octanoyl-scyllo-inositol C54H96O'2 98566-49-5 17 -Hydroxy-( I 7 a)-l9-norpregn-4-en-

HexaphenylcycIotrisiloxane C36H3003Si3 512-63-0 20-yn-3-one CZOHZ60Z 68-22-4 

1,1,3,3,5,5-HexaphenyI-7,7- 2-Hydroxymethyl-2-nitro- I ,3-propanediol C4H9NOs 126-11-4 

dimethylcyclotetrasiloxane C3sH3604Si4 1693-46-5 2,3-Hydroxynaphthalene C,oHsOi 92-44-4 

Hexapheny Idisiloxane C36H300Siz 1829-40-9 4-p-Hydroxyphenyl-2,2.4-trimethylchroman C!8H200Z 472-41-3 

Hexapheny lisomelamine C39H30N6 604-45-5 2-Hydroxypropanoic acid(D) C 3H60 3 10326-41-7 

Hexaphenylmelamine C39 H3O)\;6 18343-40-3 2-Hydroxypropanoic acid(DL) C3H60 3 50-21-5 

Hexapropylene glycol C,sH3S0 7 52794-80-6 2-Hydroxypropanoic acid(L) C3H60 3 79-33-4 

n -Hexatriacontane C36H74 630-06-8 m-Hydroxytoluene C7HgO 108-39-4 

I-Hexene C6H12 592-41-6 o-HydroxytoJuene C7HsO 95-48-7 

cis-2-Hexene C6H12 7688-21-3 p-Hydroxytoluene C7HsO 106-44-5 

I-Hexene poly sulfone (C6H 12OzS)n 34903-07-6 anti9., 0_1 O-endo-H ydroxytricycIo[ 4.2.1.1 2,S]deca_ 

Hexogen C3H6N60 6 121-82-4 3,7-dien-9-one CIOHIOOz 65181-88-6 
4-n -Hexoxypheny 1-4' -n -decy loxybenzoate CZ9H4Z04 68162-09-4 Hypoxanthine CSH4:-.r40 68-94-0 

n-Hexyl alcohol C6H'40 11-27-3 

n-Hexylamine C6H,sN 111-26-2 Idryl C'6H IO 206-44-0 
n-Hexylbenzene C 12H'8 1077-16-3 Imidazole C3H4N2 288-32-4 
n-Hexyl bromide C6HI3Br 111-25-1 2-Imino-4-thiazolidinone C3H4NzS 556-90-1 
n~Hexyl chloride C6H 13CI 544-10-5 Indane C9HIO 496-11-7 
17-[[(4-HexylcyclohexyI)carbonyl]oxy ]-[17 a, 17(trans)]- Indazole C7H6NZ 271-44-3 

19-norpregn-4-en-20-yn-3-one C3~H4803 71203-37-7 lndene C9HS 95-)3-6 

Hexyl ethanoate CgHI60 2 142-92-7 Indene picric acid C'5Hll N30 7 72454-47-8 
n-Hexyl iodide C6HJ31 63/3-45-9 Indole CsH7N 120-72-9 

n-Hexyl mercaptan C6H 14S 111-31-9 3-lndole aldehyde C9H7NO 487-89-8 
p-n-Hexyloxybenzylideneamino- meso-Inositol C6H'206 87-89-8 

p' -benzonitrile C1oHn NzO 35280-78-5 myo-Inositol C6H'20 6 87-89-8 
p-Il-IIcxyloxybcnzylidcncumino- IodQbcm:cnc C6IIs1 591-50-4 

p , -chlorobenzene C,9H22CINO 5219-48-7 4-Iodobenzoic acid C7HsI02 619-58-9 
p -11-Hex y loxybenzy lideneamino- IodobisCN,N -diethyldithioearbamato) 

p' -f1uorobenzene C I9H21FI\O 56544-26-4 iron(III) C IOH20FeIN2S", 38246-70-7 
p -n -Hexyloxybenzy lideneaniline C 19H23NO 5219-49-8 Iodobis(N .N-dimethy Idithiocarbamato) 
N-p-n -Hexyloxybenzylidene-p '_ iron (III) C6H'2Feli'J2S4 23672-38-0 

n-butylaniline C23 H3:I\O 29743-11-1 I-Iodobutane C4H9I 542-69-8 
p-n-Hexyloxybenzylidene-p' -toluidine C2oH25NO 25959-51-7 2-Iodobutane C4H9I 513-48-4 
Hexyl N-phenylcarbamate CDH10NO~ unavailable lodoethane C2HsI 75-01-h 
I-Hexynylcopper C6H9CU 33589-44-5 Iodoform CHI3 75-47-8 
Hippuric acid C9H!)N01 495-69-2 l-Iodoheptane C7HJS1 4282-40-0 
Hippurylglycine CllHI2NP~ 1145-31-0 I-Iodohexane C6H\31 638-45-9 
Histidine hydrochloride( LI C6H,oClN3O: 1007-42-7 Iodomethane CH,I 74-88-9 
HMX ColHsNsOs 2691-41-0 1-lodo-3-methylbutane CsH,,1 541-28-6 
Homocubane--t.-carboxy lie acid C lOH Jo0 2 15844-05-0 I-Iodo-2-methylpropane C4H9I 513-38-2 
Hydrazinium hydrogen oxalate C:>H{,NP.1 20311-02-2 1-Iodopentane CsHlI l 628-17-1 
Hydrogen cyanide CHN 74-90-8 I-Iodopropane C1H7I 107-08-4 
Hydroquinone C6H(,02 123-31-9 2-fodopropane C1H71 75-30-9 
o-Hydroxyacetanil ide CgH9NOl 614-80-2 Iron (Ill) acetylacetonate C,sH2,Fe06 14024-18-1 
I-Hydroxyadamantane C IUH'60 768-95-6 Isoamyl alcohol CSHI20 123-51-3 

2-Hydroxyadamantane C IOH J6O 700-57-2 Isoamyl bromide C:;HlIBr 107-82-4 
2-H ydrox ybenzaldeh yde C7H6O: 90-01-/3 Isoamyl chlonde LsH"U 10/-84-0 

I-Iydroxybenzene C6H60 108-95-2 Isoamyl iodide C5H,~1 54\-28-6 
m-Hydroxybenzoic acid C7H60~ 99-06-9 Isoamyl mercaptan CsH!z$ 541-31-1 

o-Hydroxybenzoie acid C7 H(,03 69-72-7 Isoamyl propionate CSH'602 105-68-0 
/i-HYUiOAYUCllLOic dcid C71160~ 99-%-7 bOUlltdllC C .. H J() 75-28-5 

(} -Hydroxybirhenyl C'cHloO 90-43-7 Isobutcne C .. Hs 115-11-7 
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Isobutylamine C4HIl N 78-81-9 Lead(II) decanoate C2oH3S04Pb 15773-52-

Isobutyl acetate C6H I20 2 110-19-0 Lead dicalcium propionate CISH30Ca2012Pb 17203-66-
Isobutyl alcohol C4H IOO 78-83-1 Lead(II) n-dodecanoate C24H4604Pb 15773-55-
Isobutyl bromide C4H9Br 78-77-3 Lead(II) enanthate CI4H2604Pb 21180-26-
Isobutyl chloride C4H9CI 513-36-0 Lead(II) heptadecanoate C34H6604Pb 63399-94-
a-Isobutyldecalin C I4H26 92369-83-0 Lead(II) heptanoate CI4H2604Pb 21180-26-
Isobutyl formate CSH IOO2 542-55-2 Leact(II) n-hexadecanoate C32H6204Pb 15773-56-
Isobutyl iodide C4H9I 513-38-2 Lead(II) n-hexanoate C12H220 4Pb 15773-53-
Isobutyl mercaptan C4H IOS 513-44-0 Lead(II) nonadecanoate C3sH7404Pb 69065-37-
Isobutylmethylketone C6HI2O 108-10-1 Lead(II) nonanoate CISH3404Pb 63400-08-
Isobutyric acid C4Hs02 79-31-2 Lead(II) n -octadecanoate C36H7004Pb 1072-35-
Isobutyryl chloride C4H7ClO 79-30-1 Lead(II) n-octanoate CI6H3004Pb 7319-86-
Isochroman C9H IOO 493-05-0 Lead(II) oenanthate CI4H2604Pb 21180-26-
1-(I-Isocyanato-l-methylethyl)-3- Lead(II) oxalate C20 4Pb 21180-26-

(l-methylethenyl) benzene C13H15NO 2094-99-7 Lead(II) pelargonate CISH3404Pb 63400-08-
1-( l-Isocyanato-l-methylethyl)-4- Lead(II) pentadecanoate C30Hss04Pb 63400-06-

(l-methylethenyl) benzene C 13H ISNO 2889-58-9 Lead(II) n-tetradecanoate C2sHs404Pb 32112-52-
l-IsocyanobicycIo[2.2.1]heptane CSHIIN. 88523-51-7 Lead(II) tridecanoate C26Hso04Pb 50354-80-
T~Oc.YHnOc.yc.loh~xHn~ ('7H ll N Q~l-'i~-~ T .PHrI(TT) nnrlpr'lnOlltp CZZH4204Pb 63400-07-
Isodurene CIOH I4 527-53-7 Leucine(DL) C6H 13N02 328-39-
Isoleucine(L) C6H I3N02 73-32-5 Leucine(L) C6H13N02 61-90-
Isonicotinic acid C6HSN02 55-22-1 Leucylglycine(DL) CgHI6N203 615-82-
Isonitrosoacetanilide CRHRN?O, 1769-41-1 Lexan polycarbonate (C'6H H 03)n 24936-68· 
Isooctane CgH 1g 540-84-1 Limonene C IOHI6 138-86-
Isooctyl alcohol CgH1SO 26952-21-6 Linalool CIOH1sO 78-70-
Isopentane CSHI2 78-78-4 Lindane C6H6Cl6 58-89-
Isophthalic acid CgH604 88-99-3 Lithium acetate C2H3Li02 546-89-
Isophthalyl dichloride CsH4Cl20 2 99-63-8 Lithium acetate dihydrate C2H3Li02·2H2O 6108-17-
Isophytol C2oH3gO 60046-87-9 Lithium butyrate C4H7Li02 21303-03-
Isoprene CsHs 78-79-5 Lithium formate CHLi02 556-63-
2-Isopropoxyethanol CSH I202 2167-39-7 Lithium heptanoate C7H 13Li02 16761-13-
N-Isopropylacetamide CsHIlNO 1118-69-0 Lithium n-hexanoate C6HIl Li02 16577-51-
Isopropyl acetate CSH IOO2 108-21-4 Lithium 2-methylpropanoate C4H7Li02 25179-23-
Isopropyl alcohol C3HgO 67-63-0 Lithium n-pentanoate CsH9Li02 38869-19-
Isopropylamine C3H9N 75-31-0 Lithium propionate C3H5Li02 6531-45 
Isopropylamine nitrate C3H ION20 3 87478-71-5 Lutetium ethylsulfate C6HISLuOI2S3·9H20 unavailab 
Isopropy Ibenzene C9HI2 98-82-8 2,3-Lutidine C7H9N 583-61-
Isopropy IbicycIohexyl C IsH2S unavailable M 
2-IsopropylbicycIohexyl C IsH2S 66374-73-0 Magnesium acetate C4H60 4Mg 142-72-
Isopropy1biphenyl C IsH I6 7116-95-2 Magnesium diacetate tetrahydrate C4H60 4Mg -4H2O 16674-78· 
P -Isopropy lbiphen y I C I5H I6 7116-95-2 Magnesium diethanoate tetrahydrate C4H60 4Mg·4H2O 16674-78-
Isopropyl bromide C3H7Br 75-26-3 Maleic acid C4H40 4 110-16-
Isopropyl cyanide C4H7N 78-82-0 Maleic anhydride C4H20 3 108-31-
Isopropyldecalin C I3H24 27193-29-9 Malic acid(DL) C4H6OS 617-48 
a-Isopropyldecalin C I3H24 1010-74-8 Malonamide C3H6N20 2 108-13 
Isopropyl ether C6HI4O 108-20-3 Malonic acid- C3H40 4 141-82 
I sopropy lh ydroindan C I2H22 unavailable Malonic acid-d 4 C3D40 4 813-56 
T~orroryl iorlirle r3H7T 75-,,0-9 Malonic acid dimethyl ester C5H~04 10859 
Isopropyl mercaptan C3HsS 75-33-2 Malononitrile C3H2N2 109-77 
l-Isopropyl-4-methylbenzene CIOHI4 99-87-6 Maltose CI2H22011 69-79 
Isopropyl methyl ketone C5HIOO 563-80-4 Mandelic acid CSHS03 90-64 
Isopropvl methyl sulfide C.1H,oS 1551-21-9 Mangane~e <;ql111r'ltp 

Isopropyl nitrate C3H7N03 1712-64-7 clathrate C 13_5H 150 19_5Mn· 0.19H2O 129828-88 
Isopropylurea C4H ION2O 691-60-1 Manganocene CIOHIOMn 73138-26 
Isoquinoline C9H7N 119-65-3 Mannitol C6H I40 6 69-65 
Isovaleric acid CSHI002 503-74-2 Mannitol(D) C6 H'40 6 69-65 
Isoxazole C3H}NO 288-14-2 Mannose C6H I20 6 3458-28 

L Mannose(D) C6H I20 6 3458-28 

Lactic acid(D) C}H60 3 10326-41-7 Manxane C lI H20 29415-95 

Lactic acid(DL) C3H60 3 50-21-5 Marlex 50 polymer (CH2)n 9002-88 

Lactic acid(L) C3H60 3 79-33-4 Melamine C3H6N6 108-78 

Lactide(DLl C6Hs04 615-95-2 Mercuric caprate C2oH3SHg04 27394-49 

Lactose CI2H2201I 63-42-3 Mercuric caprylate CI6H30Hg04 28043-54-

.8-Lactose CI2H22011 5965-66-2 Mercuric decanoate C2oH3SHg04 27394-49-

a-Lactose monohydrate C I2H220 II ·H2O 5989-81-1 Mercuric dodecanoate C24H46Hg04 23186-25-

,B-Lactose monohydrate CI2H2~01l·H20 5989-8\-\ Mercuric hexadecanoate C32H64Hg04 16888-60-

Lanthanum isothiocyanate Mercuric laurate C24H46Hg04 23186-25-

heptahydrate C,LaN}S3· 7H20 113614-87-2 Mercuric myristate C2sHs4Hg04 36215-49-

Latex (CSHS)n 90\6-00-6 Mercuric octadecanoate C36H70Hg04 645-99-

Lauric acid C12H~402 143-07-7 Mercuric octanoate C I6H}OHg04 28043-54-
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Mercuric palmitate C~lH64Hg04 16888-60-1 Methylammonium 

Mercuric stearate C36H70Hg04 645-99-8 triiodoplumbate(II) CH613NPb 69507-98-8 

Mercuric tetradecanoate C28H54Hg04 36215-49-3 2-Methylaniline C7H9N 95-53-4 

Mercury diphenyl ClzHJOHg 587-85-9 3-Methylaniline C7H9N 108-44-1 

Mercury di(p-tolyI) C I4H I4Hg 537-64-4 4-Methylaniline C7H9N 106-49-0 

Mesitol C9H IZO 527-60-6 N-Methylaniline C7H9N 100-61-8 

Mesitylene C9HI2 108-67-8 Methyl behenate C23H460Z 929-77-1 

Mesityl oxide C6HIOO 141-79-7 Methyl benzoate CgHgOz 93-58-3 

2,2-Metacyclophane C I6H I6 2319-27-3 2-Methylbenzoic acid CSHgOz 118-90-1 

Methacry 1amide C4H j NO 79-39-0 3-Methy1benzoic acid CgHgOz 99-04-7 

Methacrylic acid C4H6OZ 79-41-4 4-Methylbenzoic acid CsHgOz 99-94-5 

Methacrylonitrile C4HsN 126-98-7 Methylbicyclo[1.1.0]butane-1-carboxylate C&HgOz 4935-01-7 
p -Methacryloyloxybenzoic acid C II H IOO4 15721-10-5 2-Methylbicyclo[2.2.1]heptane(exo) CgHI4 872-78-6 

Methanamide CH3NO 75-12-7 2-Methylbicyclo[2.2.1 ]heptane(endo) CgHI4 765-90-2 

Methane CH4 74-82-8 2-Methylbicyclohexyl C13H24 66324-47-8 

Methanethiol CH4S 74-15-0 2-Methylbicyclohexylmethane C14H26 66826-96-8 
Methanetricarboxylic acid triethyl ester C IOH I60 6 6279-86-3 Methyl bromide CH3Br 74-83-9 

Methanoic acid CH Z0 2 64-18-6 3-Methyl-l,2-butadiene CSHg 598-25-4 

Methanol CH40 67-56-1 2-Methyl-I,3-butadiene CsHs 78-79-5 

Methanol-d I CHpO 1455-13-6 N-Methylbutanamide CsHIiNO 17794-44-4 

Methanol-d3 CHD30 1849-29-2 2-Methylbutane CSHI2 78-78-4 

Methano1-d4 CD40 811-98-3 2-Methyl-2-butanethiol CSH I2S 1679-09-0 
Methionine CSH\I!'.;QZS 59-51-8 3-Methyl-l-butanethiol CsHlzS 541-31-1 
Methionine(L} CsHI1NOzS 63-68-3 3-Methyl-2-butanethiol CSHI2S 2084-18-6 
Methoxybenzene C7HgO 100-66-3 Methyl butanoate CsHloOz 623-42-7 
4-Methoxybenzoic acid CgHg03 100-09-4 3-Methylbutanoic acid CSH 1OO2 503-74-2 
a-Methoxybenzyl cyanide C9H9NO 13031-13-5 2-Methylbutanoic acid ethyl ester C7HI4OZ 7452-79-1 
N- (4-Methoxybenzylidene )-p-n -buty laniline C I8HzI NO 26227-73-6 2-Methyl-2-butanol CSH 120 75-85-4 
4-Methoxy-4' -butoxy-trans-stilbene CI9H2Z02 35135-42-3 3-Methyl-l-butanol CsH I20 123-51-3 
4-Methoxy-4' -dodecoxy-trans-stilbene C27H380 2 35135-49-0 3-Methyl-2-butanol CsH 120 598-75-4 
2-Methoxyethanol C3H80 2 109-86-4 3-Methyl-2-butanone CsHIOO 563-80-4 
2-Methoxyethanol acetate CSH iOO3 110-49-6 2-Methyl-l-butene C5HIO 563-46-2 
4-Methoxy-4' -heptox y-trans-stilbene C22H2S0 2 35135-45-6 2-Methyl-2-butene CsHIO 513-35-9 
4-Methoxy-4' -hexoxy-trans-stilbene C21H260Z 35135-44-5 3-Methyl-l-butene CsHIO 563-45-1 
2-Methoxyisonitrosoacetanilide C9HION~03 6335-42-8 2-Methyl-3-buten-2-ol CsHIOO 115-18-4 
4-Methoxyisonitrosoacetanilide C9H 1ONP3 6335-41-7 4-(2-Methylbutoxy)phenyl ester of 4-

Methoxymethane C2H6O 115-10-6 n-(decycloxybenzoic) acid (D) C28H4(P4 74438-86-1 
4-Methoxy-4' -octoxy-trans-stilbene C23H3002 35135-46-7 Methyl n-butyl ether CSHI20 628-28-4 
2-Methoxy-4' -pentoxy-trans-stilbene CZOH24O] 35135-43-4 Methyl tert-butyl ether CSHl20 1634-04-4 
2-lVIethoxY-l-propene C4HgO 116-11-0 lVIerhyl n-bulyl kelone C6H 12O .591-78-6 
3-Methoxypropionitrile C4H,NO 1\0-67-8 Methyl tert-butyl ketone C6H I2O 75-97-8 
3-Methox ypropy lamine C4H I1 KO 5332-73-0 Methyl terr-butyl sulfide CSHl2S 6163-64-0 
Methyl acetate C,H60 1 79-20-9 Methyl butyrate CsHIOOz 623-42-7 
~1cthyl a..::rylatc C4H60 2 96-33-3 :\.1cthyl capratc CII1I2202 110-42-9 

a-Methyl acrylic acid C4H6O Z 79-41-4 Methyl carbamate C2HsN02 598-55-0 
Methylal C3Hg0 2 109-87-5 N-Methy lcarbazole C13HI1N 1484-12-4 
Methyl alcohol CH~O 67-56-1 Methyl chloride CH3CI 74-87-3 
Methyl alcohol-d 1 CH~DO 1455-13-6 Methyl chloroform C2H~C13 71-55-6 
Methyl alchohol-d ~ CHD30 1849-29-2 Methyl cyanide C2H3N 75-05-8 
Methyl alcohol-d4 CD.P 811-98-3 Methyl cyclobutanecarboxylate C6H IOO2 765-85-5 
Methylamine CH5N 74-89-5 Methy lcyc lohexane C7HI4 108-87-2 
-t-Methyl-7-aminocoumarin C\()HqNO:, 26093-31-2 I-Methv\cYclohexanol C7 H H O 590-67-0 
2-Methyl-3-amino-4- 2-Methy1cyclohexanol C7H1.p 583-59-5 

methoxymethyl-5-aminomethylpyridine C9HI~;-'(,O 35623-09-7 3-Methy1cYclohexanol C7HI4O 591-23-1 
2-Methyl- I -aminopropane C.jHIIN 78-81-9 4-McthylcycJohexanol C7H\40 589-91-3 
2-Methyl-2-aminopropane C.jH11N 75-64-9 2-Methylcyclohexanone C7H I2O 583-60-8 
Methyl ammonium aluminum 3-Methy1cyclohexanone C7HI2O 591-24-2 

alum CH(\AINOgS1·12Hp 15243-18-2 4-Methy1cyclohcxanone C7HIP 589-92-4 
Methylammonium bismuth 4-Methy1cyclohexene C7H I2 591-47-9 

bromidc CsH,oBilBrllNs 11993 1-90-7 MethylcycJopentane C6HI2 96-37-7 
Methylammonium bromide CH6BrN 6876-37-5 I-Methylcyclopentene C6H 1O 693-89-0 
Mcthylammonium chloride CH;;CIN 593-51-1 3-McthylcycJopentenc C6H 1O 1120-62-3 
Methylammonium iodide CH61N 14965-49-2 2-Methylcyclothiapentane CsHIOS 1795-09-1 
Melhylammonium iodide-de. CD"IN 14779-57-8 3-Methylcyclothiapentane C;;HIOS 1795-09-1 
MethytnmmoOJurn tin bromide CH6Br,NSn 67908-85-4 a-Methyldecalin C1I H 20 2958-75-0 

Mcthylammonium f3-Methyldecalin C 11 H20 2958-75-0 
tribromorlumbatef 11) CH6Br,l"Pb 69276-13-7 2-Methy Idecane C 11 H24 6975-98-0 

JvlethylClJ11monium Mcthyldecanoatc CIIH1202 110-42-9 
II jLJJUIIIU~lill1l1dJlC CllbDr.~NSn 67908-85-4 Methyl 'l-deey! ether C II II240 7289-52-3 

\1ethylammonium 4-Methyl-7 -diethylaminocollmarin CI~HI7N02 91-44-1 
trichloroplumbatc( II) CH()CI,NPb 69276-12-6 I -Methyl-2A-diisocyanatobenzene C9Hr,N202 584-84-9 
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4-Methy 1-7 -dimethylaminocoumarin C I2H 13N02 87-01-4 Methyl nitroacetate C3HSN04 2483-57-

Methyl 2,2-dimethylpropanoate C6HIP2 598-98-1 2-Methyl-3-nitro-4-methoxymethyl-5-
4-Methyl-3,5-dioxaheptane C6H I40 2 105-57-7 cyano-6-chloropyridine C9HgCIN30 3 719-48-
6-Methyl-5,7 -dioxaundecane C lOH220 2 871-22-7 2-Methyl-2-nitro-l,3-propanediol C4H9N04 77-49-
4-Methyl-1,3-dioxolan-2-one CSH lOO3 108-32-7 2-Methyl-2-nitro-l-propanol C4H9N03 76-39-
Methyldiphenylamine C13H 13N 552-82-9 Methyl nonadecanoate C2oR IOO2 1731-94-
Methyl eicosanoate C2IH4202 1120-28-1 2-Methylnonane ClOHn 871-83-
Methyl enanthoate CgHI60 2 106-73-0 3-MethylnonaneCDL) ClOH22 5911-04-
3,3' -Methylene bisC6-aminophenol) C13HI4N202 22428-30-4 4-MethylnonaneCDL) ClOH22 17301-94-
Methylene bromide CH2Br2 74-95-3 5-Methylnonane ClOH22 15869-85-
Methylenecyclobutane CSHg 1120-56-5 Methyloctadecanoate CI9H3S02 112-61 
3-Methylenecyclobutyl cyanide C6H7N 15760-35-7 Methyl octanoate C9H ISOZ Ill-II 
Methylenecyclohexane C7HI2 1192-37-6 Methyloenanthoate CSH I60 2 106-73-
Methylene dichloride CH2Cl2 75-09-2 5-Methyl-3-oxahex-I-ene C6H IZO 109-53-
Methylene glycol acetate C3H60 3 628-51-3 4-Methyl-3-oxa-l-pentanol CSH I20 Z 2167-39-
Methylene glycol diacetate C3~03 628-51-3 2-Methyloxirane C3H60 75-56-
Methylene iodide CHzI2 75-11-6 2-Methyl-3-oxo-propanenitrile C4HsNO 26692-50-
Methyl ester of nitroacetic acid C3HSN04 2483-57-0 Methyl palmitate CI7H3402 112-39-
Methyl ethanoate C3H60 1 79-20-9 N-Methvlpentanamide C/iHnNO 6225-10-
N-C I-Methylethyl)ethanamide CSHIINO 1118-69-0 2-Methylpentane C6HI4 107-83-
I-Methylethyl ethanoate CSH IOO2 108-21-4 3-Methy Ipentane C6HI4 96-14-
Methylethylethanolamine CsH!3NO 2893-43-8 Methyl pentanoate C6H I2OZ 624-24-
Methyl ethyl ketone C4HgO 78-93-3 2-Methyl-I-pentanol C6H I4O 105-30-
Methyl ethyl ketoxime C4H9NO 96-29-7 2-Methyl-2-pentanol C6H I-IO 590-36-
N-Methylformamide C2HSNO 123-39-7 3-Methyl-2-pentanol C6H I4O 565-60-
Methyl formate C2H40 2 107-31-3 3-Methyl-3-pentanol C6H I4O 77-74 
2-Methylfuran CSH60 534-22-5 4-Methyl-2-pentanol C6H I.P 108-11-
N-Methylglycine C3H7N02 107-97-1 4-Methyl-2-pentanone C6HI2O 1U~-IU-

2-Methylheptane CgH IS 592-27-8 4-Methyl-3-penten-2-one C6H lOO 141-79 
3-Methylheptane CgH IS 111002-96-1 Methyl N-perfluorobutanoate CSH3F70 2 356-24-
4-Methylheptane CgH IS 589-53-7 9-Methylperhydrofluorene C I4H34 unavailab 
Methyl heptanoate CSH I60 2 106-73-0 4-Methylphenanthrene C IsH I2 832-64-
2-Methyl-I-heptanol CSHIgO 60435-70-3 2-Methylphenol C7HgO 95-48-
2-Methyl-2-heptanol CgHISO 625-25-2 3-Methylphenol C7HgO 108-39 
2-Methyl-4-heptanol CSHISO 21570-35-4 4-Methylphenol C7HsO 106-44 
3-Methyl-2-heptanol CgHIgO 31367-46-1 Methyl phenylcarbamate CgH9N02 2603-10-
4-Methyl-2-heptanol CSHISO 56298-90-9 Methyl phenyl ether C7HsO 100-66 
4-Methyl-3-heptanol CSHISO 14979-39-6 Methyl phenyl ketone CsHsO 98-86-

4-Methyl-4-heptanol CgHIgO 598-01-6 Methyl phenyl sulfide C7HsS 100-68 
5-Methyl-l-heptanol CSHIgO 7212-53-5 Methylphosphonyl chlorofluoride CH3CIFOP 753-71-

5-Methy 1-2-heptanol CgHIgO 54630-50-1 Methylphosphonyl dichloride CH3ClPP 676-83-

6-Methyl-2-heptanol CgHIgO 4730-22-7 Methylphosphonyl difluoride CH3FzOP 676-99-

6-Methy 1-3-heptanol CSHISO 18720-66-6 2-Methylpiperidine C6HI3N 109-05-

6-Methyl-5-hepten-2-one CSHI_P 110-93-0 4-Methy Ipiperidine C6HJ3N 626-58-

Methy I hexadecanoate C 17H340 2 112-39-0 N-Methylpiperidine C6HI3N 626-67 

3-Methy Ihexanal C7H I4O 19269-28-4 Methyl pivalate C6H I20 2 598-98-

2-Methylhexane C7H I6 591-76-4 2-Methy Ipropanamide C.~H9NO 563-83-

3-Methylhexane C7H'6 589-34-4 N-Methylpropanamide C.jH9NO 1187-58-
Methyl hexyl ketone CSHI60 111-13-7 2-Methylpropane C-IHIO 75-28 

Methylhydrazine CH6N2 60-34-4 2-Methyl-I-propanethiol C4H IOS 513-44-

Methylhydroindan CioH IS unavailable 2-Methyl-2-propanethiol C-IH loS 75-66 

4-Methyl-7-hydroxycoumarin C1oHgO, 90-33-5 Methyl propanoate C4Hs0 2 554-12 
2-Methyl-3-hydroxy-4.5- 2-Methylpropanoic acid C4Hs0 2 79-31 

dihydroxymethylpyridine CSH II N01 65-23-6 2-Methyl-I-propanol C4H lOO 78-83 

2-Methyl-3-hydroxy-4-methoxymethyl-5- 2-Methyl-2-propanol C4H lOO 75-65 

hydroxymethylpyridine C9H I3 N03 1464-33-1 2-Methylpropanoyl chloride C-IH7ClO 79-30 

2-Methylimidazole C.jH6N2 693-98-1 2-Methylpropene C-IHs 115-11 

Methyl iodide CH31 74-88-9 2-Methylpropenenitrile C.-IH:;N 126-98 

Methyl isopropyl ether C4H IOO 598-53-8 Methyl propenoate C--IH60 2 96-33 

1-Methyl-7 -isopropy I phenanthrene C IsH1S 483-65-8 Methyl propionate C--IHg0 2 554-12 

Methylmalonic acid dimethyl 2-Methylpropionitrile C--IH7N 78-82 

ester C6H 1OO --l 609-02-9 N-(2-Methyl-2-propyl)ethanamide C6H"NO 1540-94-

Methyl mercaptan CH--IS 74-93-1 2-Melhyl-l-propyl ethanoate C6H I20 2 110-19-

Methyl methacrylate CSHS02 80-62-6 2-Methyl-2-propyl ethanoate C6H I20 2 540-88-

N-Methylmethanamide C2H5NO 123-39-7 Methyl n-propyl ether C--IH 1OO 557-17-

Methyl methanoate C2H-\°2 107-31-3 2-Methylpropyl methanoate CSHIOO} 542-55-

Methyl 2-methylpropenoate CSHS02 80-62-6 Methyl n-propyl sulfide C-IH IOS 3877-15-

Methyl myristate C 1sH;o02 124-10-7 2-Methylpyridine C6H7N 109-06-

I-Methy Inaphthalene C11H 1o 90-12-0 3-Methylpyridine C6H7N 108-99-

2-Methylnaphthalene C11H IO 91-57-6 4-Methylpyridine C6H7N 108-89-

Methyl nitrate CH,N03 598-58-3 N-Methylpyrrole CSH7N 96-54-
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I-Methylpyrrolidine CsHlIN 120-94-5 adduct C l6H8N4 1223-66-1 

3-Methylpyrrolidine CsHlIN 34375-89-8 Naphthalene-I,3,5-trinitrobenzene 

I-Methyl-2-pyrrolidone C5H9NO 872-50-4 adduct C'6H"N30 6 1787-27-5 

Methyl salicylate CgHg03 119-36-8 a-Naphthol CIOHgO 90-15-3 

Methyl silicate C 4H120 4Si 681-84-5 .a-Naphthol C,oHgO 135-19-3 

Methyl stearate C'9H3S02 112-61-8 ,B-Naphthylamine CIOH9N 91-59-8 
a-Melhylslyrene C9H 1o 91H33-9 ,6-Naphlhylamlne-p-

2-Methylsuccinic acid CSHg04 498-21-5 nitrosodimethylaniline complex C46H47N702 unavailable 

Methyl tetradecanoate ClsH300Z 124-10-7 1,5-Naphthylenediisocyanate C'2H6NZ02 3173-72-6 

3-Methyltetrahydrophthalic Natural ricinoleic acid C'8H340 3 141-22-0 

anhydride C9H IOO3 5333-84-6 Natural Rubber (CSH8)n 9003-31-0 

N-Methyl-2,4,6,N-tetranitroaniline C7HsNsOs 479-45-8 Neodymium isothiocyanate 

Methyltetryl CSH7N50 8 43072-20-4 heptahydrate C31"3NdS3·7H20 113614-85-0 

3-Methyl-2-thiabutane C4H 1OS 1551-21-9 Neopentane C5H12 463-82-1 

2-Methylthiacyc1opentane CsHIOS 1795-09-1 Nickelocene CIOHIONi 1271-28-9 

3-Methylthiacyclopentane CSHIOS 4740-00-5 Nicotinamide adenine 

2-Methylthiazole C4HsNS 3581-87-1 dinucleotide trihydrate CZIH27N7014P2 ·3H2O 54-84-9 

2-Methylthiolane CsH,oS 1795-09-1 Nicotinic acid C6H5N02 59-67-6 

3-Methylthiolane CsH,oS 4740-00-) Nifillmic :lcicl C 13H9F3NZOZ 4394-00-7 

2-Methylthiophene CSH6S 554-14-3 p -Nitroacetanilide CgH9Nz03 104-04-1 

Methyl tricblorothioacrylate C4H3C1,OS 76619-91-5 3-Nitro-4-aminotoluene C7HsN2OZ 89-62-3 

Methyltriphenylarsonium bis[7,7,8,8- 5-Nitro-2-aminotoluene C7HgNz0 2 99-52-5 

tetracyanoquino-dimethanide] c'.nH?f.AsNR 1284-18-0 2-Nitroaniline C6H6N J02 88-74-4 
Methyltripheny Iphosphonium 3-Nitroaniline C6H6N2OZ 99-09-2 

bis(7,7,8,8-tetracyano-quinodimethanide) C43H26NsP 11133-40-7 4-Nitroaniline C6H6NzOz 100-01-6 

Methylurea C2H6N2O 598-50-5 4-Nitroanisole C7H7N03 100-17-4 

N-Methylvaleramide C6H13NO 6225-\0-\ p -N itroanisole C7H7NO, 100-17-4 

Methyl valerate C6H 1Z0 2 624-24-8 Nitrobenzene C6H5NOz 98-95-3 
4-Methyoxy-4' -heptanoylazobenzene CZOH24N203 97402-83-0 2-Nitrobenzoic acid C7HsN04 552-16-9 

Milk sugar C'ZHZ20 1, 63-42-3 3-Nitrobenzoic acid C7HsN04 121-92-6 
Mixed valence iron oxo-centered complex with 4-Nitrobenzoic acid C7HsN04 62-23-7 

acetate and 3-methyl pyridine C36H46~e3N4u13 IUj':J4j-n-~ 4-N I trochlorobenzene C6H4CIN02 100-00-5 
I-Monobenzoylglycerol C IOH 1Z0 4 3376-59-8 m-Nitrocinnamic acid C9H7N04 555-68-0 
2-Monobenzoylglycerol C,oH I20 4 26699-73-0 o-Nitrocinnamic acid C9H7N04 612-41-9 
Monobutylurea CSHI2NP 592-31-4 p-Nitrocinnamic acid C9H7N04 619-89-6 
MUlIu-It"II-butylurcd C5H'2N20 1118-12-3 Nilruelhane C ZH5N02 1')-24-j 

I-Monocaprin C 13H260 4 2277-23-8 4-Nitroethoxybenzene CSH9N03 100-29-8 
Monochloroacetic acid C2H,C102 79-11-8 P -Nitroethox. ybenzene CSH9N03 100-29-8 
Monoetby lurea C3HgNzO 625-52-5 Nitroguanidine CH4N4OZ 556-88-7 
Monoisopropylurea C4H,oNzO 691-60-1 Nitromethane CH:lNOZ 75-52-5 
I-Monolaurin C,sH300 4 142-18-7 4-Nitromethoxybenzene C7H7NO] 100-17-4 
2-Monolaurin C,sH300 4 1678-45-1 4-Nitrophenetole CSH9N03 100-29-8 
Monomethy lurea C2H6NP 598-50-5 p-Nitrophenetole CSH9N03 100-29-8 
I-Monomyristin C.'7H} .. O .. 'iRQ-fiR_d ? -Nitmphenol Ct>H,NO j 88755 

2-Monomyristin C I7H340 4 27214-38-6 3-Nitrophenol C6HsN03 554-84-7 
I-Monopalmitin C'9H380 4 542-44-9 4-Nitrophenol C6H5N03 100-02-7 
2-Monopalmitin C'9H380 4 23470-00-0 4-Nitropbenyl-4' -n -oety lox ybenzoate CZ,HZ5NOs 52910-78-8 
Monophenylurea C7HllN,O 64-10-8 p-Nitrosodimethylaniline C.oH I01':zO 11,R-~9_6 

l'vlonopropy lurea C.jH,oNP 627-06-5 p -01itrosodimethy lani line-,B-naphthy lamine 
I-Monostearin C2,H42°.j 123-94-4 complex C46H4701702 unavailable 
2-Monostearin C2I H.Q O..j 621-61-4 2-Nitrotoluene C7H7N02 88-72-2 
Morniflumatc C'9H20F~N303 65847-85-0 3-Nitrotoluene C7H71"°Z 99-08-1 
Morpholine C4H9NO 110-91-8 4-Nitrotoluene C7I-171"°2 99-99-0 
Murexide CgHSN60 6 3051-09-0 3-Nilro-I,2,4-triazol-5-one C2H2N .. 0 3 932-64-9 
Myristic acid C,.jH 280 2 544-63-8 n-Nonacosane C29H60 630-03-5 

N Nonadeeacarbonyl diiron C9Fe209 15321-51-4 

NAD C21H27N701.jP2·3Hp 53-84-9 n -Nonadecane C j9H40 629-92-5 

Naphthacene C'SH'2 92-24-0 Nonadecanoic acid Cl9H3S02 646-30-0 

Naphthalene CIOHS 91-20-3 Nonanal C9H1SO 124-19-6 

Naphthalene-2.6-dicarboxylic I-Nonanol C9H20O 143-08-8 

acid C I2 I-1 S°..j 1141-38-4 n-Nonane C9H]O 111-84-2 

Naphthalene-2.6-dicarboxylic Nonanoic acid CyH,g02 112-05-0 

acid dimeth) I ester C,.jH,P4 840-65-3 5-Nonanone C<)H'80 502-56-7 

2.3-Naphthalenediol C,oHS0 2 92-44-4 I-Nonene C9H l8 124-11-8 

Naphthalene-l.8-disull1de-S-o.xide C,oH6OS2 49833-12-7 Nonyl acrylate C 12H120 2 2664-55-3 

I\aphthalene picric acid C I6I-1 I1 N,07 29972-02-9 n-Nonyl alcohol C9I-1 2oO 143-08-8 

Naphthalenc-pyrome lIilic 4-n-Nonylbicyclohexyl C2,H40 95135-87-8 

dianhydridc adduct C2oH IOO6 3470-\9-7 4-Nonyl-4'-cyanobiphenyl C 22H27N 52709-85-0 

Naplllllali::m:-l.2.4.;i-lt:1I a~)i.tllu!Jell'/:C:IIC: C 20H 1ON.j 740-98-7 Non)'l mcthucrylntc CI3IJ2.j°2 2696-43-7 

~aphthalenc-tetracyanocthylcne Nonyl N-phenylcarbamate C\{,H25N02 33689-71-3 

4-n-Nonyltercyclohexyl C27HiO unavailable 
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Norbomadiene C7Hs 121-46-0 . Octa(vinylsilasesquioxane) C'6H240 ,zSig 69655-76-1 

Norbornane C7H 12 279-23-2 1-0ctene CSH'6 111-66-0 

Norbornene C7HlO 498-66-8 2-0ctene CSH'6 111-67-1 
I-Norbornyl cyanide CsH"N 1 03434-09-9 Octogen C4HsNsOs 2691-41-0 
I-Norbornyl isonitrile CsH"N 88523-51-7 Octogen(a) C4HsNsOs 2691-41-0 

Norcarnane C7H12 286-08-8 Octogen(,B) C4HsNsOs 2691-41-0 
Nordazepam C 1sH"CIN2O 1088-11-5 Octogen(8) C4HsNsOs 2691-41-0 
Norethindrone C2oH2602 68-22-4 Octogen(y) C4HsNsOs 2691-41-0 
Norethindrone acetate C2zH2S03 51-98-9 n-Octyl alcohol CSHISO 111-87-5 
Norethindrone benzoate C27H300 3 71203-39-9 n -Octylamine CSH'9N 111-86-4 
Norethindrone biphenyl-4- n -Octylbenzene CI4H22 2189-60-8 

carboxylate C33H3403 71203-40-2 n-Octyl chloride CSH17CI 111-85-3 
Norethindrone trans-3-(4- 4-0ctyl-4' -cyanobiphenyl C2,H2SN 52709-84-9 

butylclohexyl)propionate C33H4S03 71203-38-8 4-0ctyloxy-4' -heptyl-a-cyanostilbene C30H4l NO 66414-48-0 
Norethindrone-6-( 4-chlorophenyl)- n-Octyl mercaptan CSH'6S 111-88-6 

hexanoate C32H39ClO3 71203-42-4 Octyl methacrylate C12H22OZ 688-84-6 
Norethindrone 4- Octy loxycyanobiphenyl Cz,HzsNO 52709-84-9 

cyclohexylbenzoate C33H4003 71203-41-3 Oenanthal C7H'40 111-71-7 
Norethindrone Oleic acid CIsH340Z 112-80- I 

dimethyl propionate C25H,40 3 65445-09-2 Oligoethylene butylene glycol 
Norethindrone heptanoate C27H3S03 3836-23-5 adipate ClzH2206 26570-73-0 
Norethindrone Orcinol monohydrate C7HsOz·HzO 6153-39-5 

frans-4-hexylcyc1ohexylcarboxylate C33H4S03 71203-37-7 Ornl[hlne(DL) CSHl2N202 616-07-9 

Norethindrone pentamethyldisiloxyl Ornithine dihydrochloride CSHl4CI2N202 16682-12-5 
ether C2sH400,Siz 71203-43-5 Orthoformic acid CH40 3 unavailable 

Norieucine(DL) C6H'3NOZ 616-06-8 3-0xabicyclo[ 3.2.2 ]nonane CSHl40 283-27-2 
Norlcucinc(L) C6II l3N02 327-57-1 3-0xa-l-butanol C3IIsOz 109-86-4 

Nortricyclene C7H lO 279-19-6 2-0xadodecane C 11 Hz4O 7289-52-3 
Norvaline(L) CSH 11 N02 6600-40-4 4-0xaheptane C6Hl4O 111-43-3 
Nylon 6 (C6H11 NO)n 25038-54-4 3-0xa-l-heptanol C6H1.P2 111-76-2 

0 3~Oxahept-l-ene C6Hl2O 111-34-2 

n-Octacosane C2sHSS 630-02-4 2-0xahexane CSHl20 628-28-4 

n -Octadecane C1sH3S 593-45-3 3-0xahexane CSHl20 628-32-0 

1-0ctadecanethiol C 1sH3SS 2885-00-9 3-0xa-l-hexanol CSHl20 2 2807-30-9 

Octadecanoic acid CIsH360Z 57-11-4 Oxalic acid CZH20 4 144-62-7 

cis-w-12,8-6-0ctadecenoic acid CIsH3402 593-39-5 Oxalyl fluoride CzFzOz 359-40-0 

1-0ctadecanol C,sH3SO 112-92-5 2-0xa-3-methylbutane C4HlOO 598-53-8 

1-0ctadecene-urea adduct C2.4H6SN20 38588-35-1 Oxamide CZH4N20 2 471-46-5 

cis-9-0ctadecenoic acid C 1sH3.P2 112-80-1 Oxane CSH100 142-68-7 

n-Octadecyl alcohol C 1sH3SO 112-92-5 2-0xapentane C4HlOO 557-17-5 

n-Octadecyl chloride C 1sH37Cl 3386-33-2 3-0xapentane C4H lOO 60-29-7 

n-Octadecyl mercaptan C,sH3SS 2885-00-9 3-0xa- I -pentanol C4HlOOZ 110-80-5 

p-n-Octadecyloxybenzoic acid C2SH.\20., 15872-50-1 2-0xapropane C1H6O 115-10-6 

p-n-Octadecyloxybenzoic acid C25H4lD03 unavailable 9-0xatetracyclo[5.4.0.03.10.04.S]undec-5-en-

Octaethylcyclotetrasiloxane Cl6H40D4Si-l 1451-99-6 2-one ClOHlOOZ 65181-92-2 

Octafluorocyclobutane C4FS 115-25-3 Oxetane C3H60 503-30-0 

Octafluoropropane C3FS 76-19-7 Oxirane C2H4O 75-21-8 

Octaftuorotoluene C7FS 434-64-0 4-0xobutanenitrile C4HsNO 3515-Y3-3 

1.2,3.4.5.6,7,8-0ctahydroanthracene C I4H1S 1079-71-6 17-[(Oxoheptyl)oxy ]-(17 a)-19-

Octahydroazocine C7H1SN 1121-92-2 norpregn-4-en-20-yn-3-one C27H3S03 3836-23-5 

5,6,6a,6b, 11.12, I 2a, 12b-Octahydrodibenzo- fLrOxo-tris(pyridine )hexakis( acetato) 

[a,g]biphenylene C2oH20 42182-87-6 iron(JI) diiron pyridine C31H3SFe3N4013 99582-28-2 

5,6,6a.6b.7 ,8, 12b.12c-Octahydrodibenzo- Oxolane C-IHsO 109-99-9 

[a.i]biphenylene C2oH20 42182-84-3 4,4' -Oxybis-I ,2-benzenediamine C'2H'-IN.jO 2676-59-7 

I. I ..lA, 10.10, 13.13-0ctamethyl- Oxy-p.p I -dibenzoyl chloride C I-IHSC1P3 50975-64-9 

cyclooctadecane C26Hs2 1.1U/4-)/-) p 
Octamethyldiphenylcyclopentasiloxane C2oH).PsSis 13438-48-7 Palmitic acid CI6H3202 57-10-.'\ 

Octameth y !eyc lotetrasi lazane CSH2SN-ISi .. 1020-84-4 2,2-Paracyc lophane C 16H'6 1633-22-3 

Octamethy!eyclotetrasiloxane CSH2-10-lSi .. 556-67-2 3J-Paracyclophane C,sH20 2913-24-8 

Octanal CgH'60 124-13-0 Paraldehyde C6H,P3 123-63-7 

II-Octane CgHI8 111-65-9 Pelargonaldehyde C9H ISO 124-19-6 

I-Octanethiol CsHlsS 111-88-6 Pelargonic acid C9H'S02 112-05-0 

Octanoic acid CSHI60 2 124-07-2 Pentachlorobenzene C6HCIs 608-93-5 

I-Octanol CsHlsO 111-87-5 Pentachloroethane C2HCIs 76-01-7 

2-0ctanol CsHlsO 123-96-6 Pentachlorophenol C6HClsO 87-86-5 

3-0ctanol CsHlsO 589-98-0 Il-Pentacosane C2sH52 629-99-2 

4-0ctanol CsHlsO 589-62-8 Pentacycloformaldehyde CSHIOOS 16528-92-0 

2-0ctanone CsHI(jO 111-13-7 Pentacyc1o[ .U.0.02.5.03.S.0-l·7]octane CsHs 277-10-1 

Octaphenylcyclotetrasiloxane C-IsH .. o°.jSi-l 546-56-5 Pentacyc1o[7.3.1.1 .. ·12.02.7.06.11] 

1l-0ctatetracontane C-ISHY8 7098-26-2 tetradecane C'4H20 2292-79-7 
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n -Pentadecane C 1sH3Z 629-62-9 4-n-Pentanoyl-4-n' -

Pentadecanoic acid C 1sH,002 1002-84-2 propanoy lox yazobenzene CZOH22Nz03 120102-97-8 

I-Pentadecanol C 1sH3ZO 629-76-5 4-n-Pentanoyl-4-n-' -

Pentadecanolactone ClsH280Z 106-02-5 tetradecanoyloxyazobenzene C3I H44N20 3 120103-07-3 

2-Pentadecanone C 1sH30O 2345-28-0 4-n-Pentanoyl-4-n' -

n-Pentadecyl alcohol C 1sH32O 629-76-5 tridecanoy lox yazobenzene C30H4ZNz03 120 103-06~2 
1,2-Pentadiene CsHg 591-95-7 4-n-Pentanoyl-4-n' -

1-cis-3-Pentadiene CsHs 1574-41-0 undecanoyloxyazobenzene C2sH38N203 120 I 03-04-0 

l-tralls-3-Pentadiene CsHs 2004-70-8 2,5,8,11,14-Pentaoxapentadecane C lOH22OS 143-24-8 

1,4-Pentadiene CsHg 591-93-5 Pentapheny lethane C32H26 19112-42-6 

2,3-Pentadiene CsHg 591-96-8 Pentapropylene glycol CIsH3206 21482-12-2 

Pentaerythritol CSHI204 115-77-5 n -Pentatriacotane C3sH 72 630-07-9 
Pentaerythritol te~ranitrate CSH8N4012 78-11-5 I-Pentene CsHIO 109-67-1 

Pentaerythrityl tetrabromide CsHSBr4 3229-00-3 2-Pentene CsHlo 109-68-2 
Pentaerythrityl tetrachloride CsHsCI4 3228-99-7 cis-2-Pentene CsHIO 627-20-3 
Pentaerythrityl tetrafluoride CsHsF4 338-23-8 trans-2-Pentene CsHIO 646-04-8 
Pentaerythrityl tetraiodide CsHsI4 1522-88-9 Penton (CsHSClzO)n 25323-58-4 
Pentaethylene glycol C lOH220 6 4792-15-8 Pentoxane CSHiOOS 16528-92-0 

Pentafluoroaniline C6H2FSN 771-60-8 n-Pentyl alcohol CSH120 71-41-0 
Pentafluorobenzene C6HFs 363-72-4 tert-Pentyl alcohol CSHIZO 75-85-4 
Pentafluorochlorobenzene C6CIFs 344-07-0 n-Pentylamine CSH'3N 110-58-7 
Pentafluoroch1oroethane C2ClFs 76-15-3 n-PentylammQnium chloride CSH14CIN 142-65-4 
Pentafluoronitrobenzene C6FSN02 880-78-4 n-Pentyl bromide CsHIlBr 110-53-2 
Pentafluorophenol C6HFsO 771-61-9 Pentyl butanoate C9H,sOz 540-18-1 
2,3,4,5,6-Pentafluorotoluene C7H,Fs 771-56-2 n-Pentyl chloride CSH11Cl 543-59-9 
1,2,3,4,5-Pentahydroxypentane CSHLPs 488-81-3 Pentyldiamine manganese 
Pentakis(methylammonium) tetrachloride CSHI6Cl4MnNl 59890-70-9 

undecabromodibismuthate CSH30Bi2Br'INs 119931-90-7 Pentyl ethanoate C7H j4OZ 628-63-7 
Pentamethylbenzene C 11 HI6 700-12-9 n-Pentyl ethanoate C7HI4OZ 628-63-7 
Pentamethylbenzoic acid CI2H1602 2243-32-5 n-Pentyl iodide CSH11I 628-17-1 
17-[(PentamethyldisiloxanyI)oxy J-( 17 a)- 2-Pentylnonenal C I4Hz6O 3021-89-4 

19-norpregn-4-en-20-yn-3-one CZOH2602 71203-43-5 N-[p-Cn -Pentyloxy )benzylidene J-
2,2,4,6,6-Pentamethy lheptane C 12H26 13475-82-6 p' -n -butylaniline Cz2 H29NO 29743-10-0 
n-Pentanal CsH,oO 110-62-3 4-n-Pentylphenyl-4' -
n-Pentane CSHl2 109-66-0 heptyloxythiobenzoate C2sH3402S 61519-00-4 
1,5-PentanedioI CSH I202 111-29-5 Pentyl propionate CgH'60 Z 624-54-4 
\ ,2,3,4,5-Pentanepentol CSHI20S 488-8\-3 Perch lora benzene C6C16 118-74-1 
xylo-I,2,3,4,5-Pentanepentol CsH1Ps 87-99-0 Perchlorobipheny 1 C I2Cl IO 2051-24-3 
I-Pentanethiol CSHI2S 110-66-7 Perchloropheno I C6HCIsO 87-86-5 
Pentanoic acid CSH 1OO2 109-52-4 Perfluorobenzcne C6F6 392-56-3 
I-Pentanol CSHI20 71-4\-0 Perfluorobicyc\o[ 4.4.0Jdec-l ,6-diene C 1oF I5 54939-04-7 
3-Pentanol CSHl20 584-02-1 PerftuorobicyC\ohexy\ C I2F22 558-64-5 
2-Pentanone CsH!OO \07-87-9 Perftuorobipheny I C I2F IO 434-90-2 
3-f'entanone CsHIOO 96-22-0 11-Perfl uorobu rane C.~FIO 3~5-25-9 

4-n-Pentanoyl-4-n' - Perfluoro-3-butyltctrahYdrofuran CSFI60 500005-57-2 
butanoyloxyazobenzene Cz1 H24NP3 120122-98-7 Perfluorodecalin C 1oF18 306-94-5 

Pentanoyl chloride CsH9CIO 638-29-9 cis-Perfluorodecali n C 1oF I8 60433-11-6 
4-n-Pcntanoyl-4-n' - rralt'y-Pc,rfiuorodccalin CIOF,s 60433-\2-7 

decanoyloxyazobenzene Cn H36NzO, 120103-03-9 Perfluorodimethylcyclohexane CSF16 unavailable 
4-n-Pentanoyl-4-n' - Perft uoroheptane C7F I6 335-57-9 

dodecanoyloxyazobenzene C29H.j()N 2O, 120103-05-1 n-Perlluorohexane C6Fl4 355-42-0 
4-n-Pentanoyl-4-n-' PerAll0rnmethylrycloh,>,(;1n" C 7P l4 35'i-0?-') 

ethanoyloxyazobenzene CI9H20NzO, 120102-96-7 Perfluoromethy Idiethy lamine CsFI3N 758-48-5 
4-n -Pentanoyl-4-n f_ Il-Perfluorooctane CSF'8 307-34-6 

heptadecanoy lox y azobenzene C\4H sON2O, \20103-10-8 1/ - Perf! uoropentane CSF1:l 678-26-2 
4-n-Pentanoyl-4-n' - Perfiuoropiperidine C"F'lN 836-77-1 

heptanoyloxyazobenzene C2.\H,oN20 1 120 I 03-00-6 Perfluoropropane C,Fs 76-\9-7 
4-n-Pentanoyl-4-n' - Perfluorotoluenc C7Fg 434-64-0 

hexadecanoyloxyazobenzene C33H-l3N20~ 120103-09-5 Perfluorotriethylamine C6FISN 359-70-6 
4-n-Pentanoyl-4-ll' - Perhydroazepine C6H'IN 111-49-9 

hexanoyloxyazobenzene C23HzsNP, 120 I 02-99-0 Perhydromethylcyclopentadiene 
4-n-Pentanoyl-4-1l' /1- dimer C l2H1O unavailable 

nonanoyloxyazobenzene C~6H'.jN20, 120103-02-8 Perhydrophcnanthrene C1.jH24 5743-97-5 
4-Il-Pentanoyl-4-n-' - Perylenc C2oH'2 198-55-0 

octadccanoyloxyazobenzene C35Hs2N201 120103-11-9 Perykne picric acid C26H1SNP7 42462-61-3 
4-n-Pentanoyl-4-n' - PET;\ C5HSN.\O, 2 7lS-II-5 

octanoyloxyazobenzenc C25 H'2NZO, 120103-01-7 Petroselinic acid C'SH1.j°l 593-39-5 
4-Il-Pentanoyl-4-n '- Phenanthrene C l4 HIO 85-01-8 

pentadecanoyloxyazobcnzene C'2H4(>!\l20, l20 l 03-08-4 Phenantllridine Cl.1H9N 229-87-8 

4-n-Pentanoyl-4-I1' - Phenazine C'2H8N2 92-82-0 
penranoyloxyazobenzene C22H26N201 120102-98-9 Phenol C6H60 108-95-2 
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Phenolphthalein C2oHl404 77-09-8 3-Phenyl-5-phenoxymethyl-2-N- C22HzoNz02 34028-37-0 

Phenol-p-toluidine complex C 13H I5NO 14489-32-8 phenyliminooxazolidine 
Phenol-urea complex C13HI6NZ03 5168-44-5 N-Phenylphthalimide C l4H9NOz 520-03-6 
Phenothiazine C l2H9NS 92-84-2 3-Phenylpropanol C9H 1ZO 122-97-4 
Phenoxathiin C 12HgSO 262-20-4 Phenylpropionic acid C9H lOO2 501-52-0 
2-Phenoxyethanol CgH lOO2 122-99-6 3-Phenylpropylamine C9H 13N 2038-57-5 
Phenylacetylene CSH6 536-74-3 3-Phenylpropylammonium 
Phenylalanine(L) C9H llN02 63-91-2 bromide C9Hl4BrN 120375-53-3 
Phenylaminoethyl methacrylate Cl2Hl5N02 19288-59-6 3-Phenylpropylammonium 
4-Phenylbutylammonium chloride C9Hl4ClN 30684-05-( 

bromide ClOHl6BrN 120375-52-2 Phenyltin trichloride C6H5Cl3Sn 1124-19-:2 
4-Phenylbutylammonium Phenyl-o-tolylmethane C l4Hl4 713-36-( 

chloride C lOH l6ClN 30684-06-1 Phenyltrichlorogermane C6H5Cl3Ge 1074-29-<;: 
4-Phenylbutylammonium nitrate ClOHl6N203 120375-45-3 Pheny ltrichlorosilane C6H5Cl3Si 98-13-5 
Pheny!chloromethane C7H7Cl 100-44-7 Phenyltrichlorostannane C6H5Cl3Sn 1124-19-:2 
I-Phenyl-I-cycIohexy!dodecane C24H40 unavailable Phenylurea C7HgN2O 64-10-~ 

I O-Phenyldecy lammonium Phosgene CC120 75-44-5 
bromide C l6HzsBrN 120396-92-1 Phosphaferrocene C9H9FeP 63287-55-~ 

10-Phenvldecvlammonium Phthalan CgHgO 496-14-( 
chloride C l6H2gClN 120375-54-4 Phthalanilic acid Cl4HIIN03 4727-29-1 

1,2-Pheny lenediamine C6HgN2 95-54-5 Phthalic acid CgH604 100-21-( 
1,3-Phenylenediamine C6HgN2 108-45-2 m-Phthalic acid CSH604 121-91-5 
1 A-Phenylenediamine C6HsNz 106-50-3 o-Phthalic acid CgH604 88-99-: 
1 A-Phenylenediisocyanate CgH4NPz 104-49-4 p-Phthalic acid CSH604 100-21-( 
o-Phenylenepyrene picric acid C28Hl5N307 72497-58-6 m-Phthalic acid dichloride CgH4CI2OZ 99-63-E 
2-Phenylethanol CgHIOO 60-12-8 p-Phthalic acid dichloride CgH4Cl202 100~20-S 

2-Phenylethylamine CgHIlN 64-04-0 Phthalic anhydride CgH403 85-44-9 
2-Phenylethylammonium o-Phthalonitrile CgH4N2 'll-D-(-

bromide C8HIZBrN 53916-94-2 Phthalonitrile and m-phenylene 
2-Phenylethylammonium diamine condensation product C2sHISN6 246-42-4 

chloride CSH l2ClN 156-28-5 Phthaloyl dichloride CSH4Cl102 88-95-9 
2-Phenylethylammonium nitrate CgHI1NZ03 120375-47-5 o-Phthalyl dichloride CgH4Cl202 88-95-S 
Phenylglycine CgH9N02 103-01-5 p-Phthalyl dichloride CgH4Cl20 2 100-20-S 
a-Phenylglycine CgH9N02 69-91-0 Phytone C 1sH36O 502-69-::: 
a-Phenylglycine(D) C8H9N02 69-91-0 Picene-picric acid CZgHl7N307 72454-48-<;: 
Phenyl glycidyl ether C9H lOO2 122-60-1 a-Picoline C6H7N 109-06-~ 

N-Phenylglycine CgH9N02 103-01-5 j3-Picoline C6H7N 108-99-( 

II-Phenylheneicosane C27H.~8 6703-80-6 Picolinic acid C6HSN02 98-98-( 

7 -Phenylheptylammonium Picric acid C6H3N30 7 88-89-1 
bromide C13HnBrN 120375-50-0 Pimelic acid C7Hl20 4 11 1-16-( 

7 -Phenylhepty lammonium Pinane CIOH 1S 473-55-: 

chloride CI:1H22ClN 120375-56-6 Piperazine C4H lONz 110-85-( 

6-Pheny lhexy lammonium Piperidine CSHIIN 110-89--1 

bromide C I2H20BrN 120375-49-7 a-Piperidone CSH9NO 675-20-~ 

6-Phenylhexylammonium Pivalaldehyde CSHIOO 630-19-: 

chloride C I2H20CIN 120375-57-7 Pivalic acid CSH lOO2 75-98-~ 

6-Phenylhexylammonium nitrate Cl2H20N203 120375-43-1 Polyacetylene (CH)n 26571-64-= 
Phenylhydrazine C",HgN] 100-63-0 cis-Poly acetylene (CH)n 74373-36-~ 

Phenyl isocyanate C7HsNO 103-71-9 trans-Polyacetylene (CH)n 73589-68-1 

4-(2-Phenylisopropyllphenol C 1sHl6O 599-64-4 Poly-L-alanine (C3HSNO)n 25191-17-, 

Phenyl isothiocyanate C7HsNS 103-72-0 Poly-L-alanine, a-helix (C3HsNO)n 25191-17-~ 

Phenyl mercaptan C6H6S 108-98-5 Poly-L-alanine. j3-sheet (C3H5NO)n 25191-17-~ 

Phenylmethylamine C7H9N 100-46-9 Poly(amido-I,2A-triazole) (C30H20NgOz)n 31742-70-t 

Phenylmethylammonium chloride C;H1oCIN 3287-99-8 Poly-L-arginine hydrochloride (C6H 1ZN,P·HCl)n 26982-20-

Phenylmethylammonium nitrate C7H ION2O, 49580-44-1 Poly-L-asparagine (C.jH6NP2)n 28088-48--

I-Phenyl-I-methyl-I-silacyclobutane CIOHI-lSi 3944-08-9 Poly-L-aspartic acid, sodium salt (C.jH.jNNa03)n 34345-47-( 
9-Phenylnonylammonium Poly(azomethine) with one EG (C24H22N2U2)n 120885-14< 

bromide CI~H26BrN 120375-48-6 Poly(azomethine) with two EG (C26H26N203)n 120885-15-( 

9-Phenylnonylammonium Poly(azomethine) with three EG (C2sH30N204)n 120885-16--

chloride C I5H26ClN 120375-55-5 Poly(azomethine) with four EG (C30H3-lN20S)n 120885-17-~ 

8-Phenyloctylammonium Polybenzimidazoloquinazoline (C34HISN60)n 89190-45--

bromide C 1-lH2-lBrN 120396-93-2 Poly[2.2 -bis-( 4-phenox ypropane)] 
8-Phen y locty lammoni urn 2A,6-triazine (C'7HI.jNz02)n 25722-66-1 

chloride C I4H2-lClN 17734-26-8 Poly-I A-bis-(2.2.6.6-tetramethyl-4-
8-PhenyloClylammonium nitrate C,~H2-lNzO-, 120375-41-9 oxy-I-oxylpiperidyl)butadiyne (C22H,6N204)n 102386-72-1 

5-Phenylpentylammonim cis-I A-Polybutadiene (C4H6)n 40022-03-~ 

chloride C11H1sCIN 120375-51-1 trails-I A-Polybutadiene (C4H6)n 25038-44-2 

5-Phenylpentylammonium I A-Polybutadiene. GL-657 (C.jH6)n 9003-17-= 

bromide C11H1SBrN 53429-15-5 IA-Polybutadiene. MS-I045 (C4H6)n 9003-17-= 

3-Phenyl-5-phenoxymethyl-2-oxazolidinone C'6HI,NO; 1226-26-2 Poly( I-butene) (C4Hs)n 9003-28-~ 

Poly( I-butene). isotactic (C4HS)n 9003-28-~ 
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Polybutylene glycol adipate (C IOH I60 4)n 25103-87-1 -phenylene-oxy-l ,4-phenylene-( I-methylidene)-

Poly(butylene terephthalate) (C 12H 120 4)n 26062-94-2 1,4-phenylene] (C25H 180 3S)n 31694-05-0 

Poly-y-butyrolactorie (C4H60 2)n 31213-03-3 Polypentadecanolactone (CI5H2802)n 36486-90-5 

Poly-€-caprolactam (C6H11NO)n 25038-54-4 Polypentenamer (C5Hg)n 28702-43-4 

Poly -€-caprolactone (C6H lOO2)n 24980-41-1 cis-Polypentenamer (C5Hg)n 38439-19-9 

Polycyanate (C17HI4N202)n 25722-66-1 trans-Polypentenamer (C5Hg)n 29300-20-7 

Poly( diethylsiloxane) (C4H IOOSi)n 28323-47-9 Poly-L-phenylalanine (C9H9NO)n 25191-15-5 

Poly- I, I-diethynyl-2,3,4,5-tetraphenyl- Poly-p-phenylene (C6H4)n 25190-62-9 

I -germacyclopentadiene (C32H22Ge)n 57863-12-4 Poly-2,2' -(m-phenylene)-5,5 ' -

Poly-4,4' -dihydroxy-3,3'- dibenzoxazole methane (C21H12N202)n 28726-71-8 

isophthalamidodiphenylmethane (C21HI6N204)n 38332-83-1 Poly-[2,2 ' -(p-phenylene-I, I-diphenyl-

Poly-l,l-dimethyl-l-silatrimethylene (C5H12Si)n 25722-29-6 5,5 I -dibenzirnidazole] (C32H20N4)n 28576-60-5 

Polydimethylsilamethylene (C3HgSi)n 25722~25-2 Poly[2,2 I _( 1 ,4-phenylene )-7,7 I -oxy-bis(3-

Poly( dimethylsiloxime) (C2H6OSi)n 9016-00-6 phenylquinoxaline) ] (C34H20N40)n 52276-31-0 

Poly-l,3-dioxolane (C3H60 2)n 25067-64-5 Polyphenylene PP-l (linear) C20.g4H '6.66°0.62 39527-38-3 

Poly(4,4' -dioxyphenyl-2,2 ' -propane Polyphenylene PP-2 (crosslinked) C20.g4H 16.6600.62 39527-38-3 

carbonate) (C'6H'403)n 24936-68-3 Poly-l-phenyl-l-methyl-l-silatrimethylene (C lOH'4Si)n unavailable 

Polydiphenyldiethynylgermanium (C'6H IOGe)n 30137-53-2 Poly-L-proline (C5H7NO)n 25191-13-3 
Pulyuiphcllyluicthynyhildnc (C16I1 IOSi)n 31693-69-3 Polypropllnlll (C3I16O)n 25722-18-3 

Poly-(p,p I -diphenylene Poly-,B-propiolactone (C3H40 2)n 25037-58-5 

oxide )-pyromellitirnide (C22H14N207)n 25036-53-7 Polypropylene (C3H6)n 9003-07-0 

Poly-(p.p I -diphenylenephthalido)- Polypropylene, atactic (C3H6)n 9003-07-0 
hydrazide (C30H.l.oN40o)n -10902-22-5 Polypropylene. isotatic (CjHtj)n 2508553 If 

Poly-(p,p' -diphenylenephthalido)- Polypropylene. isotatic. 

1.3,4-oxadiazole (C30H16N404)n 28702-26-3 amorphous (C3H6)n 25085-53-4 

Polyethylene (CH2)n 9002-88-4 Polypropylene, isotatic. 

Polyethylene_ branched (CH2)n 9002-88-4 crystalline (C3H6)n 25085-53-4 
Polyethylene, branched, annealed (CH2)n 9002-88-4 Polypropylene, syndiotatic (C3H6)n 26063-22-9 
Polyethylene. branched, DYNH Poly-L-proline -glycine -proline 

CT-1660 (CH2)n 9002-88-4 copolymer (C"H 17N30 3)n unavailable 
Polyethylene glycol (C2H4O)n 25322-68-3 Poly-L-serine (C3H5N02)n 25821-52-7 
Polyethylene, linear (CH2)n 9002-88-4 Poly-L-sodium glutamate-tyrosine 

Polyethylene, linear high density (CH2)n 9002-88-4 copolymer (C14H,5N2Na03)n 97105-00-5 
Polyethylene, linear high Polystyrene (C8H8)n 9003-53-6 

molecular weight (CH2)n 9002-88-4 Polystyrene-d 3 (C8H5D3)n 84741-01-5 
Polyethylene, linear, Marlex 50 Polystyrene-d 5 (C8HP5)n 30209-80-4 

polymer (CH2)n 9002-88-4 Polystyrene-d 8 (C8Dg)n 27732-42-9 
Polyethylene oxalate (C4H40 4)n 52224-87-0 Polystyrene, atactic (CgHg)n 9003-53-6 
Po 1 y( eth y lenesebacate) (C'2H2004)n 25037-32-5 Polystyrene, isotatic (CgH8)n 25086-18-4 
Poly-L-glutamic acid, sodium Polystyrene, isotatic, annealed (C8Hg)n 25086-18-4 

salt (CSH6NNa03)n 28826-18-8 Polystyrene-polystyrene-d g 

Polyglycine (C2H3NO)n 25734-27-4 copolymer (C'6H8DS)n 70285-56-2 
Polyglycine I (CZH3NO)n 25734-27-4 Poly(sulfonyl-l,4-phenylene) (C6H40 2S)n 31833-61-1 
Polyglycine II (C2H3NO)n 25734-27-4 Poly-[N-terphthalyl-bis-(N' -

Polyglycolide (C4H40 4)n 26009-03-0 phenyl-a-diphenylamine)] (C32Hz4N402)n 39820-26-3 
I-Polyhexene (C6Hdn 25067-06-5 Polytetraftuoroethylene, annealed (C2F4)n 9002-84-0 
Poly-L-histidine (C6H7N3O)n 26062-48-6 Polytetraftuoroethylene, drawn (C2F4)n 9002-84-0 
Poly L histidine hydrochloride (CbH,NP-HCI)n 6185739 If Polytetraftuoroethylene, molded (C2F4)n 9002-84-0 

Polyisobutylene (C4Hg)n 9003-27-4 Polytetrafluoroethylene. powder (C2F4)n 9002-84-0 
Polyisocyanurate (ClsHION202)n 25686-28-6 Polytetrafluoroethylene. quenched (C2F4)n 9002-84-0 
Polylactide(DL) (C6Hg0 4)n 26969-66-4 Polytetrahydrofuran (C4HgO)n 24979-97-3 
P"ly-T -lpllr;np «('6H II NO)" ?"ii??-hi-R P"!ytri:l7;np (Cz4HIZNo)1l 33411-58-Ll 

Poly-L-Iysine hydrobromide (C6H12N20 -HBr)n 25988-63-0 Poly(triazolequinazoline) (C30H16Ng)n 31742-67-3 
Poly-L-lysine hyydrobromide, alanine Poly( tridecanolactone) (C 13H240 2)n unavailable 

copolymer (C9H17N30 2,HBr)n 61257-62-3 Polytrifluorochloroethylene (C2CIF3)n 9002-83-9 
Poly-L-lysine hydrobromide, Polytrifluorovinyl chloride (C2CIF3)n 9002-83-9 

phenylalanine copolymer (C,sH2,N3O-HBr)n 26700-39-0 Poly-N-«(3-trimethylsilylethyl)azetidine (CgH'9NS i)n 59789-07-0 
Polymethacrylic acid (C4H60 2)n 25087-26-7 Poly-N-«(3-trimethylsilylethyl)azetidine, 
Poly-L-methionine (CSH9NOS)n 26062-47-5 zinc chloride complex (CgH,9CI2NSiZn)n 59789-07-0 
Poly-p-methacryloyloxybenzoic Poly-N-«(3-trimethylsilylethyl) 

acid (C ll H I00 4)n 25853-28-5 ethylenimine (C7H17NSi)n 54691-50-8 
Poly(methyl methacrylate) (CSH80 2)n 87210-32-0 Poly-L-tryptophane (C"H,oN2O)n 27813-82-7 
Poly(4-methyl-l-pentene I (C6Hdn 24979-98-4 Poly-L-tyrosine (C9H9N02)n 25619-78-7 
Poly(a-methylstyrene) (C9H,0)n 25014-31-7 Poly-o.valerolactone (CSHS02)n 26354-94-9 

Polyoctadiene (CgHdn 26353-15-1 Poly-L-valine (CSH9NO)n 25609-85-2 
Polyoctenylene (CgH'4)n 25267-51-0 Polyvinyl alcohol (C2H4O)n 9002-89-5 

Poly( oxacycIobutane I (C,H6O)n 25722-06-9 Polyvinyl chloride (C2H3CI)n 93050-82-9 

Polyoxymethylene (CH2O)n 110-88-3 Polyvinyldimethylbenzylsilane (C ll H'6Si)n 26715-68-4 

Poly(oxy-l A-phenylene Polyvinyldimethylphenylsilane (C'OH'4Si)n 26744-16-1 

sulfonyl-I A-phenylene) (C'2HS03S)n 25667-41-9 Polyvinylenediphenylenesilyl,germyl-

Poly[oxy-l A-phenylene-sulfonyl-lA a.w-dihydride copolymer (C28 H24GeSi)n 66160-70-1 
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Polyvinylenediphenylgermane (C'4H12Ge)n 60130-27-0 2-n-Propoxyethanol CsH I20 z 2807-30-S 
Polyvinylenediphenylgermyl-a,w-dihydride (C'4H 12Ge)n 60130-27-0 I-n-Propoxy-2-methoxyethane C6H'40 Z 500005-28-7 
Polyvinylenediphenylsilane (C'4H 'ZSi)n 66160-69-8 N-(n-Propyl)acetamide CsHIINO 5331-48-t 
Polyvinylenediphenylsilyl-a,w-dihydride (C'4H 12Si)n 66160-69-8 n-Propyl acetate CsHIOOz 109-60--1 
Polyvinylidene chloride (C2HZCiz)n 9002-85-1 n-Propyl alcohol C3HsO 7\-23-8 
Polyvinyltrimethylsilane (CSH'2Si)n 25036-32-2 n-Propylamine C3H9N 107-IO-E 
Potassium acetate C2H¥Oz 127-08-2 n-Propylammonium bromide C3HIOBrN 4905-83-: 
Potassium butyrate C4H7KOz 589-39-9 n-Propylbenzene C9H,z 103-65-1 
Potassium hydrogen cis- trans,trans-4' -Propylbicyclohexyl-4-

butenedioate C4H30 4K 689-82-7 carbonitrile C'6H27N 65355-35-: 
Potassium hydrogen trans- 4' -Propylbiphenyl-4-carbonitrile C'6H'5N 58743-76-: 

butenedioate C4H30 4K 20272-14-4 n-Propyl bromide C3H7Br 106-94-." 
Potassium hydrogen fumarate C4H30 4K 20272-14-4 n-Propyl chloride C3H7Ci 540-54-~ 

Potassium hydrogen maleate C4H30 4K 689-82-7 n-Propyl cyanide C4H7N 109-74-( 
Potassium 2-methylpropanoate C4H7K02 19455-20-0 n-Propylcyclohexane C9H,s 1678-92-t 
Potassium propionate C3HSKOz 327-62-8 n -Propy lcyclopentane CSH'6 2040-96< 
Potassium sodium tartrate a-n -Propy ldecalin C'3H24 91972-45-: 

tetrahydrate C4H4KNa06·4H20 6381-59-5 Propyldiammonium cadmium 
Potassium tetrapheny1 borate C~4H~nBK 3244-41-5 tetrachloride C3HIJCdCI~NJ 60970-45-f 
Potassium tetraphenyl boron C24HzoBK 3244-41-5 Propyldiammonium manganese 
Potassium thiocyanate CKNS 333-20-0 tetrachloride C3HI2CI4MnNz 59683-18-( 
Praseodymium Propylene C3H6 115-07-1 

isothiocyanate heptahydrate C3N3PrS3·7H20 113614-86-1 Propylene carbonate C4H60 3 108-32< 
Prehnitene C IOH'4 488-23-3 Propylene dichloride C}H6CI2 78-87-': 
Proline(L) C5H9N02 147-85-3 Propylene glycol C3Hg02 57-55-( 
Propaldehyde C3H60 123-38-6 Propylene oxide C3H60 75-56-( 
Propanal C3H60 123-38-6 Propylene oxide clathrate hydrate C3H6O·17H2O 20392-75-( 
Propane C3HS 74-98-6 N-(n-Propyl)ethanamide CsHIINO 5331-48-( 
1,2-Propanediamine C3HION2 78-90-0 Propyl ethanoate CsHIOOz 109-60-": 
1,2-Propanediol C3HsOz 57-55-6 Propyl formate C4Hs0 2 110-74-~ 

I-Propanethiol C3H8S 107-43-1 4-Propyl-4-heptanol C IOH2ZO 2198-72-: 
2-Propanethiol C3HsS 75-33-2 n-Propyl iodide C3H71 107-08-"; 
1.2,3-Propanetriol C3Hs03 56-81-5 n-Propyl mercaptan C3HsS 107-03-S 
1 ,2,3-Propanetriol-d 3 C3H5D30 3 7325-16-8 Propyl methanoate C4Hs0 2 11O-74-~ 

Propanoic acid C3H6OZ 79-09-4 n-Propyl methyl ketone C5HIOO 107-87J 

I-Propanol C3HsO 71-23-8 Propyl N-phenYlcarbamate C IOH 13N02 5532-90-1 
2-Propanol C3HsO 67-63-0 n-Propyl propanoate C6H'20 2 106-36-': 
Propanone C3H60 67-64-1 Propyl propionate C6H'20 2 106-36-~ 

Propanone clathrate hydrate C3H60· 17H2O 18879-06-6 Propyl silicate C 12H2S0 4Si 682-01-S 
Propanoyl chloride C3HsCIO 79-03-8 n-Propylurea C4HIONP 627-06-~ 

Propene C3H6 115-07-1 Pseudocumene C9H'2 95-63-( 
Propene polysulfone (C3H60 2S)n 30475-44-6 Pulegone C IOH'60 89-82-~ 

2-Propen-I-ol C3H60 107-18-6 Purine C5H4N-l 120-73-( 

2-Propenyl ethanoate CSHS02 591-87-7 Pyrazine C4H-lN2 290-37-S 
,B-Propiolactone C3H40 2 57-57-8 Pyrazole C3H4N2 288-13-1 
Propionic acid C3H60 2 79-09-4 Pyrene C'6H ,O 129-00-l 
Propionitrile C3H5N 107-12-0 Pyrene-picric acid Cn H'3N30 7 1732-41-~ 

4-Propionyl-4' -n-butanoyloxyazobenzene ClqHooN,O~ 76204-68-7 Pyrene-pyromellitic dianhydride 
Propionyl chloride C3HsCIO 79-03-8 charge transfer complex C26HI206 6863-59-~ 

4-Propionyl-4' -/1-decanoyloxyazobenzene C2sH32Nz03 76204-62-1 Pyridine CsHsN 110-86-! 

4-Propionyl-4' -n -dodecanoyloxyazo- Pyridium hexafluorophosphate CSH6F6NP 16941-15--

benzene C27 H36NP3 76204-60-9 Pyridium iodide C5H6IN 18820-83-_ 
4-Propionyl-4' -n-heptadecanoyloxyazo- Pyrocatechin C6H60 2 120-80-' 

benzene C32H46N203 76204-55-2 Pyromellitic dianhydride C IOH20 6 89-32-~ 

4-Propionyl-4' -/7 -heptanoyloxyazobenzene C22H26N203 76204-65-4 Pyrotartaric acid CSHS04 498-21-~ 

4-Propionyl-4' -n-hexadecanoyloxyazo- Pyrrole C4HsN 109-97--

benzene C3I H4-lN20 3 76204-56-3 Pyrrolidine C4H9N 123-75- . 

4-Propiony 1-4' -/1-hexanoy lox yazobenzene C21H24N20, 76204-66-5 Pyrrolidine-2-carboxylic acid(L) CsHqN02 147-85-,' 

4-Propiony 1-4' n -11 -onanoy lox yazobenzene C2-lH30N203 76204-63-2 2-Pyrro1idone C4H7NO 616-4V 
4-Propionyl-4' -n-octadecanoyloxyazo- a-Pyrrolidone C4H7NO 616-45-~ 

benzene C33H-lsN203 76212-79-8 Pyrroyl manganese tricarbonyl C7H~MnN03 32761-36--

4-Propiony 1--1-' -Il-octanoyloxyazobenzene C2,H2S N2O, 76204-64-3 Q 
4-Propion y 1-4' -n-pentadecanoy lox yazo- Quadricyclane C7HS 278-06-~ 

benzene C,uH-l2N203 76204-57-4 111 -Quaterphen y I C2.jH 1S 1166-18-,' 
4-Propionyl--1-' -Il-tetradecanoyloxyazo- p -Quaterphenyl C2-lH 18 135-70-( 

benzene C29H-lON20, 76204-58-5 Quinhydrone CI2HIU°-l 106-34-3 
4-Propionyl--1-' -Il-tridecanoyloxyazo- Quinoline C9H7N 91-22-5 

benzene C2sH,8N20 , 76204-59-6 ,B-Quinol carbon monoxide 
4-Propionyl--1-' -Il-undecanoyloxyazo- clathrate CISHIS06·0.460CO unavailabk 

benzene C26H1-lNP, 76204-30-9 ,B-Quinol-methane clathrate C I8.IH'860 6 unavailabk 
2-Propoxyethanol CSH1302 2807-30-9 
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Quinone C6H40 2 106-51-4 Styphnic acid C6H3N3OS 82-71-3 

p-Quinquephenyl C30H22 3073-05-0 Styrene CsHg 100-42-5 

Quinuclidine C7H I3N 100-76-5 Styrene-dg CgOS 19361-62-7 

R Suberic acid CgH'404 505-48-6 

R227 C3HF7 431-89-0 Sueeinamide C4HsN20 2 110-14-5 

RDX C3H6N60 6 121-82-4 Succinic acid C4H60 4 110-15-6 

Resorcin C6H60 2 108-46-3 Succinimide C4HsN02 123-56-8 

Resorcinol C6H60Z 108-46-3 Succinonitrile C4H4Nz 110-61-2 

Retene C,gH 1S 483-65-8 Sucrose C12H22011 57-50-1 

Ribitol C5H I2Os 488-81-3 T 
Ribose(D) CSHIOO5 50-69-1 Tartaric acid C4H60 6 87-69-4 
Rigidex 50 polymer (CHz)n 9002-88-4 Taurine C2H;N03S 107-35-7 

Rochelle salt C4H4KNa06 ·4H2O 6381-59-5 Teflon (C2F4}n 9002-84-0 
Rubber (CsHg)n 9003-31-0 Teflon, annealed (C2F4)n 9002-84-0 
Rubidium butyrate C4H70zRb 38869-23-7 Teflon, drawn (CZF4)n 9002-84-0 

Rubidium formate CH02Rb 3495-35-0 Teflon, molded (C2F4)n 9002-84-0 
Rubidium propionate C3Hs0 2Rb 19559-54-7 Teflon, powder (C2F4)n 9002-84-0 
Rubidium tetraphenyl borate C24HzoBRb 5971-93-7 Teflon, quenched (C2F4)n 9002-84-0 
Rubidium tctrllphcnyl boron C241120DRb 5971-93-7 TcllUl-ophcnc chromium 

Ruthenocene C1oHIoRu 1287-13-4 tricarbonyl C7H4Cr03Te 39015-36-6 

S m-Tercylcohexyl C 1sH32 1706-50-9 

Sabinene C IOH I6 3387-41-5 0-Tercylcohexyl C 1sH32 2456-43-1 

Sdlkylaldchydc C7H60Z 90-02-8 p-Tercylcohexyl CI~Hj2 1795-19-3 

Salicylic acid C7H60 3 121-91-5 Terephthal-bis-Il-buty lanil i ne CZgH32N2 29743-21-3 

Salicylic acid-acetamide complex C9H 11 N04 unavailable Terephthalic acid CSH604 569-51-7 

N-Salicy lidene-,B-alanine C IOH 11 N03 34295-85-7 Terephthalic bisamidrazone CgHI2N6 19173-40-1 

N-Salicylidene-m-aminobenzoic Terephthalodinitrile r:OH4 Nz fi?~-?fi-7 

acid C'4H 11 N03 841-12-3 Terephthaloyl dichloride CgH4CI20 2 100-20-9 

Samarium isothiocyanate Terephthalyl chloride CgH4CI20 2 100-20-9 

hexahydrate C3N3S3Sm·6H2O 113614-84-9 m-Terphenyl C'8H J4 92-06-8 

Sarcosine C3H7N02 107-97-1 0-Terphenyl C jSHI4 84-15-1 

Scandium ethanoate C6H90 6Sc 3804-23-7 p-Terphenyl C 1sHl4 92-94-4 

Sebacic acid CioHIS04 111-20-6 p-Terphenyl-d I4 C 1sDl4 1718-51-0 

,B-Selenodigl yeol C4H IOOZSe 27974-49-8 3,3' ,4,4' -Tetraaminodiphenyl 

Selenophene C4H4Se 288-05-1 ether C 12H I4N4O 2676-59-7 

Selenophene chromium 3,3' ,4,4' -Tetraaminodiphenyl 

tricarbonyl C7H4Cr03Se 12078-16-9 oxide C 12H I4N4O 2676-59-7 

Semicarbazide CHsN30 57-56-7 Tetraamylstannane C2oH44Sn 3765-65-9 

Semicarbazide hydrochloride CH6CIN3O 563-41-7 Tetraamyl tin C2oH44Sn 3765-65-9 

Serine(OL) C3H;N03 302-84-1 1,4,8,11-Tetraazacyclotetradecane CIOH24N4 295-37-4 

Serine(L) C,H,NO, 56-45-1 1,4,8,11-Tetraazacyclotetradecane 

Silicon tetramethyl C-IH 12Si 75-76-3 copper (II) nitrate CIOH24N4·Cu(N03h 73746-94-8 

Silver phenylacetylenide CgH,Ag 33440-88-9 l,3,5,7-TetraazatricycIo[3.3.I. 13.
7]decane C6HI2N4 100-97-0 

,B-Sitosterol C29H50O 83-46-5 1,2,4,5-Tetrabromobenzene C6H2Br-l 636-28-2 

Sodium acetate C2H3Na02 127-09-3 Tetrabromomethane CBr4 558-13-4 

Sodium acetate trihydrate C2H,Na02·3H20 6131-90-4 1,1,2,2-Tetrabromocthane-' C2H2Br4 79-27-6 

Sodium butyrate C4H7Na02 156-54-7 Tetrabutoxytitanium C16H36°-lTi 5593-70-4 

Sodium cthanoatc C2H3Na02 127-09-3 Tetru-n -butylummonium 

Sodium formate CHNa02 141-53-7 bromide CJ6H36Brl\' 1643-19-2 

Sodium methanoate CHNa02 141-53-7 Tetrabutyl silicate CJ6H3604Si 4766-57-8 

Sodium methoxide CH3NaO 124-41-4 1,2.3,4-Tetrachlorobenzcne C6H2C1a. 634-66-2 
Sodium p nitrophenoxide J .7_3_5-Tetrachlorobenzen" C(lH1Ct, 634902 

dihydrate C6H-INNa03·2Hp 42083-62-5 1,2,-1-,5-Tctrachlorobenzene C6H2CI~ 95-94-3 

Sodium oxalate C2Na2°.\ 62-76-0 Tetrachloro-p-benzoquinonc C6CI-l°2 118-75-2 

,B-Sodium palmitate CJ6H'INa02·0.0IH20 408-35-5 Tetrachlorobis-(butylammonium) 

~S()rlillm p:llmit;Jtt> C:(,HJ1NaO: 40&-35-5 manganese II r:8H~-Ir:L.MnN: 'i~h7'i-48-? 

e-Sodium palmitate CI6H'INa02 ·O.482H2O 408-35-5 Tetrachlorobis-(decylammonium) 

(v-Sodium palmitate C!6H lI Na02 408-35-5 manganese II C2oH4sCI4MnNz 53188-91-3 

Sodium potassium tartrate Tetrachlorobis-(deuteromethylammonium) 

tetrahydrate C-IH-IKNa06·4H20 6381-59-5 manganese II C2H6Cl4D6MnN 2 unavailable 

Sodium propanoate C~H5Na02 137-53-7 Tetrachlorobis-<ethylammonium) 

Sodium succinate C4H-INa2°.\ 150-90-3 manganese II C-IHI6CI-IMnNz 12070-79-0 

Sorbitol(O) C6HI~06 50-70--4- Tetrachlorobis-{methylammonium) 

SorboselU C6H I20 6 87-79-6 cadmium II C2H 12CdCl4N2 53188-86-6 

Spiropentane C~H~ 157--+0-4 Tetrachlorobis-( methylammonium) 

Squaric acid CI H2°-: 2892-51-5 manganese II C2HI1Cl-lMnN2 12121-86-7 

Stearic acid C SH'602 57-11--4- Tetrachlorobis-(pentylammoniuml 

Stilbene C I4H I2 588-59-0 manganese 11 C loH 2RCl4MnN2 58675-49-3 

trans-Stilbene C 1_I H I2 103-30-0 Tetrachlorobis-{2-propeneammoniuml 

Strontium dicalcium propionate C!SH,OCa2012Sr 5-\-993-39--\- cadmium II C6H l6CdCl41\'2 82794-54-5 
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Tetrachlorobis-(n -propylammonium} Tetraiodomethane CI4 507-25-~ 

cadmium II C6H2oCdCl4N2 53188-87-7 Tetrakis(J1rmethoxo-2,4-
Tetrachlorobis-(n-propylammonium) pentanedionato(methanol) nickel (II) C2sHs6Ni40t6 18432-56-~ 

manganese II C6H20CI4MnN2 52495-27-9 Tetrakis(methylamine}platinum 
1, 1,1,2-Tetrachlorodiftuoroethane C2CI4F2 76-11-9 dibromide C4HzoBr2N4Pt 15273-28-{ 

1, I ,2,2-Tetrachloro-l,2-diftuoroethane C2CI4F2 76-12-0 trans-Tetrakis( methylamine )platinum 
I, I ,2,2-Tetrachloroethane C2H2CI4 79-34-5 tetrabromide C4H20Br4N4Pt 131415-64-( 

Tetrachloroethene C2CI4 127-18-4 Tetrakis(methylthia)methane CSH t2S4 6156-25-~ 

Tetrachloroethylene C2Cl4 127-18-4 Tetraki s (pentane-2,4-dionato }zirc oni um (IV) C2oH2S0SZr 17501-44-' 

Tetrachloromethane CCI4 56-23-5 Tetrakis( 1,1, l-triftuoropentane-2,4-

1,1,1.3-Tetrachloropropane C3H4CI4 1070-78-6 dionato )zirconium(IV) C2oHt6Ft20gZr 17499-68-. 
n -Tetracosane C24HSO 646-31-1 Tetra-f.Lrmethoxy-tetrakis-
1,2,4.5-Tetracyanobenzene ClOH2N4 712-74-3 [salicy laldehydato(methanol )nickel (II)] C36H4gNi40t6 18432-56-' 

1.2,4,5-Tetracyanobenzene-pyrene Tetramethylammonium bromide C4Ht2BrN 64-20-1 

complex C26H 12N4 7371-17-7 Tetramethylammonium chloride C4H I2CIN 75-57-1 

Tetracyclo[3.2.0.0.2•7.04.6]heptane C7Hg 278-06-8 Tetramethylammonium 
Tetracyclopropylsuccinonitrile C'6H20N2 19219-01-3 hexacyanotrimethylenecyclopropanide C'6H 12N7 89187-04-. 
n -Tetradecane C'4H30 629-59-4 Tetramethylammonium hydrogen 
I-Tetradecanethiol C l4H30S 2079-95-0 dichloride C4H LlCI2N 5906-64-' 
Tetradecanoic acid C'4H2S02 544-63-8 Tetramethylammonium iodide C4H'2IN 75-58-
1-Tetradecanol C I4H30O 112-72-1 Tetramethylammonium platinum 
2-Tetradecanone C I4H2SO 2345-27-9 iodide C4H201l.;'4Pt 131145-80-' 
1-Tetradecene-urea adduct C2.4H6.9NZO 27610-35-1 Tetramethylammonium 
n -Tetradecyl alcohol C 14H30O 112-72-1 tetrabromozincate(II) CgH24Br4NzZn 2041-07-~ 

n -Tetradecyl mercaptan C 14H30S 2079-95-0 Tetramethy lammonium 
Tetraethylammonium bromide CgHzoBrN 71-91-0 tetrachl oroferrate (I II) C4H 11Cl4FeN 15649-95-. 
Tetraethylammonium iodide CgHZOIN 6lS-U)-J ·1 etramethylammomum 
Tetraethylammonium trichlorocadmate C4 H12CdCll' 15976-91-' 

te trabrom of err ate CgH20Br4FeN 21279-19-6 Tetramethylammonium 
Tetraethylammonium trichloromanganate(lI) C4HI 2Cl3MnN 18616-15--

tetrachloroferrate CgH2oCl4FeN 14240-75-6 1,2,3,4-Tetramethylbenzene ClOHI4 488-23-, 

TetraethyIcarbamide C9H20NzO 1187-03-7 1,2,3,5-Tetramethylbenzene C lOH'4 527-53-' 

I. I ,3.3-Tetraethyl-5,5- 1.2,4,5-Tetramethylbenzene ClOH14 95-93-: 

dimethylcyclotrisiloxane CloH2603Si3 I I 0505-5 1-6 2,3,4,5-Tetramethylbenzoic acid Cl1HI402 2529-39-' 

1,1,3,3-Tetraethyl-5,5- 2,3,4,6-Tetramcthylbenzoic acid CIIH140Z 2408-38-( 

dipheny1cylotrisiloxane C2oH3003Si3 108543-32-4 2,3,5,6-Tetramethylbenzoic acid CIIH1402 2604-45-' 

Tetraethylene glycol CsH1sOs 112-60-7 2,4,5,7 -Tetramethyl-4,5-bis( 4-

Tetraethylenepentamine CSHZ3NS 112-57-2 tert-butylphenyl)octane C32 Hso 85668-75-. 

Tetraethylgermane CSH20Ge 597-63-7 2,2,3,3-Tetramethy Ibutane C8H I8 594-82-

Tetraethyl lead CSH20Pb 78-00-2 Tetrame th y 1c arbamide C)H I2NzO 632-22-· 

Tetraeth y I methane C9H20 1067-20-5 1,1,10,10-Tetramethy Icyclooctadecane Cn H44 23014-56--

Tetraethyl silicate CSH200 4Si 78-10-4 1,1,3,3-Tetramethyl-I ,3-diphenyldisiloxane C l6Hn OSi2 56-33-' 

Tetraethylsilane CSH20Si 631-36-7 Tetramethyldisilacyclobutane C6H l6Si1 1627-98-

Tetraethyl silicon CsHzoSi 631-36-7 1,1,3,3-Tetramethyl-I ,3-disilacyclobutane C6H 16Si2 1627-98-

Tetraethyl tin C8H20Sn 597-64-8 Tetramethyldisiletan C6H I6Siz 1627-98-

Tetraethylurea C9H20NzO 1187-03-7 Tetramethylethylene C6HI2 563-78-( 

Tetraftuorethene C2F4 116- 14-3 Tetramethylgermane C4H I2Ge 865-52-

1,2.3.4-Tetraftuorobenzene C6H2F4 551-62-2 3,7, II, 15-Tetramethyl-I-hexadecen-3-ol C 2oH38O 60046-87-\ 

1,2.3.5-Tetraftuorobenzene C6H1F.j 2367-82-0 3,7, II, 15-Tetramethyl-l-hexadecyn-3-ol C2oH3sO 2917 J -23-

1.2,4,5-Tetraftuorobenzene C6H2F.~ 327-54-8 1.3,5,7-Tetramethyl-2.4.6,8,9.10- CSH I2 S6 6327 -74-~ 

Tetraftuoroethylene Cl F4 116-14-3 hexathiaadamantane 
Tetraftuoromethane CF.~ 75-73-0 2,2.5.5-Tetramethylhex-3-ene C lOH1O 22808-06-, 

Tetra-Il-hexylammonium 1.1.4.7-Tetramethylindan C 13 H'8 1078-0-1--, 

perchlorate C24H52CIN04 4656-81-9 1,IA.6-Tetramethylindan C 1.,H I8 941-60-, 

1.2.3A-Tetrahydroanthracene C I4H I4 2141-42-6 Tetramethyl lead C4H1lPb 75-7-1--

exo-Ietrahydrodlcyclopentadlene CJOH I6 llSl)-lSl-j 1.1,4,-+-1 etramethyl-j-oxapentane CsHlsO 6163-66-, 

Tetrahydrofuran C4HsO 109-99-9 2.6. 10, 1 4-Tctramethylpentadecanc C I9H4C 1921-70-1 

Tetrahydrofuran clathrate hydrate C4H8O·17H1O 18879-05-5 2.2,4,4-Tetramcthylpentan-3-ol C9H20O 14609-79-

Tetrahydrofurfuryl alcohol CSH 1OO2 97-99-4 2,2,3,3-Tetramethylpenlane C9H1O 7154-79-. 

Tetrahydro-I,4-isoxazine C4H9NO 110-91-8 2,2,4,4-Tetramethy lpentane C9H20 1070-87-' 

1.2.3 .4-Tctrahydro-9-methylcarbazole C I3 H IS l'\ 6303-88-4 N,N,N' ,N' -Tetramethyl-p-

1.2.3.-1--Tetrahydronaphthalene ClOH l1 119-64-2 phenylcne-diamine perchlorate C IOH I6N2ClO.j 38668-38-

1.2.3.-1--Tetrahydrophenanthrcne C I4H 14 1013-08-7 2,4,6.8-Tetramethyl-2.4.6.8-

Tetrahydrophthalic anhydride CsHsO, 85--1-3-8 tetrapheny I-cyclosiloxane C2sH'2Si.jO.j 77-63--

Tetrahydropyran CsHloO 142-68-7 Tetramethylsilane C4H I2Si 75-76-: 

Tetrahydropyran-2-methanol C6H I'::Ol 100-72-1 Tetramethyl silicate C)-It:P-lSi 681-84-~ 

4.5.9. 1 O-Tetrahydropyrene C I6H I-l 781-17-9 Tetramethyl stannane C,.I-112Sn 594-27--

1.4,5.6-Tetrahydropyrimidine C.jHiN2 1606-49-1 Tetramethylsuccinic acid CgHI404 630-51-: 

I ,2.3.-\.-Tetrahydroquinoline C9HIIN 635-46-1 Tetramcthylsuccinonitrile CSH12Nl 3333-52-(' 

5.6.7.8-Tetrahydroquinoline C9H 11 0J 10500-57-9 1,1,3,3-Tetramethyl-5,S,7.7-

1.2.3.-\.-Tetrahydroxybutane C4H IO°.j 149-32-6 tctraphcnyl-cyclotetrasiloxane C28H,]O-lSi.j 1693-47-( 
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1,3,5'7'-Tetramethyl-l' ,3' ,5,7- Thiazole C3H3NS 288-47-1 

tetraphen y lcyclotetrasiloxane C2gH3204Si4 77-63-4 Thioacetamide CzHsNS 62-55-5 

1,3,5,7-Tetramethyl-2,4,6,8- Thiobenzamide C7H7NS 2227-79-4 

tetrathiaadamantane C lOH I6S4 7000-79-5 Thiocarbohydrazide CH6N4S 2231-57-4 

Tetramethylthiuram disulfide C6HIZN2S4 137-26-8 f3-Thiolactic acid C3H60 2S 107-96-0 

Tetramethylthiuram monosulfide C6HIZNzS3 97-74-5 3-Thiolpropanoic acid C3H6OZS 107-96-0 
Tetramethyl tin C4H 12Sn 594-27-4 Thiophene C4H4S 110-02-1 
Tetramethylurea CSH I2NzO 632-22-4 Thiophene chromium tricarbonyl C7H4Cr03S 12078-15-8 
2,4,6,N-Tetranitroethylaniline CgH7N50 g 6052-13-7 Thiophenol C6H6S 108-98-5 
2.4,6,N-Tetranitro-N-methyltoluidine C8H7N50 g 43072-20-4 Thiosemicarbazide CHsN3S 79-19-6 
1,3,5,7 -Tetranitro-I ,3,5,7 -tetrazocine C4HgNgOg 2691-41-0 Thiourea CH4NzS 62-56-6 
1,3,5,7-Tetranitro-l ,3,5,7- Thiourea carbon tetrachloride inclusion 

cyclooctahydrotetrazocine C4H8NgOg 2691-41-0 compound C)HI2N6Sr CCl4 70938-79-3 
1,3.5,7 -Tetranitro-l ,3,5,7- Thiourea-cycloheptane adduct ClOHz6N6S3 39822-97-4 

cyclooctahydrotetrazocine( a) C4HgNgOg 2691-41-0 Thiourea-cyclohexane adduct C9Hz4N6S3 33561-77-2 

1,3,5,7-Tetranitro-l ,3,5,7- Thiourea-cyclooctane adduct CIIHzgN6S3 39822-99-6 
cyclooctahydrotetrazocine(,B) C4HgNgOg 2691-41-0 Thiourea-2,2-dimethylbutane 

1,3,5,7-Tetranitro-l ,3,5,7- adduct C9H26N6S) 39822-98-5 
cyclooctahydrotetrazocine( b) C4HgNgOg 26':11-41-0 'l"hiourea-terrocene C I3H22FeN6S3 54899-85-3 

1,3,5,7-Tetranitro-l ,3,5,7- Thiourea nitrate CHsN30 3S 55011-91-1 
cyclooctahydrotetrazocine( y) C4HgNgOg 2691-41-0 Thiourea 1,1 ,2,2-tetrachloroethane 

2.5,8,II-Tetraoxadodecane CSH1S0 4 112-49-2 clathrate (CH4NzSh,C2H2CI4 145195-87-5 
Tetrapentyltin CZOH44Sn 376j-6j-9 Thioxanthone CI3HgOS 492-22-8 

1 , 1 , 1 ,2-Tetraphen y lethane C26H22 2294-94-2 Thymine CSH6Nz0 2 65-71-4 
1.1,2,2-Tetraphenylethane C26H22 632-50-8 Tin tetraamyl CZOH44Sn 3765-65-9 
Tetraphenylethylene C26Hzo 632-51-9 y-UH C7H5N30 6 118-96-7 
Tetrnpheny lmethllne Cz5Hzu 630-76-2 a:-Tocopherol Ilcctllte C31IIsz03 58-95-7 

Tetraphenylsilane Cz4HzoSi 1048-08-4 Toluene C7Hg 108-88-3 
Tetraphenylstannane Cz4HzoSn 595-90-4 m -Toluic acid CgHgOz 99-04-7 
Tetraphenyl tin Cz4HzoSn 595-90-4 o-Toluic acid C8HgOz 118-90-1 
Tetra-/1-propylammonium p-Toluic acid CgHgOz 99-94-5 

iodide C12HZg IN 631-40-3 m-Toluidine C7H9N 108-44-1 
Tetrapropylene glycol CI2Hz60S 25657-08-3 0-Toluidine C7H9N 95-53-4 
Tetrapropyl silicate CIZH2g04Si 682-01-9 p-Toluidine C7H9N 106-49-0 
/1-Tetratriacontane C34H70 14167-59-0 p-Toluidine-phenol complex C I3H1SNO 14489-32-8 
Tetrazole CH2N4 288-94-8 2,4-Tolylenediisocyanate C9H6N 20 2 584-84-9 
Tetroxan C4Hg04 293-30-1 Triacetamide nitrate C6HI6N406 54800-07-6 
Tetryl C7HsNsOg 479-45-8 Triacetin C9H I40 6 102-76-1 
Tetryl-bis(trinitrotoluene) /1-Triacontane C30H62 638-68-6 

complex C2IHISNIIOZO unavailable Tri-L-alanine C9H17N30 4 5874-90-8 
Tetryl-picric acid complex CI3HgNgOl5 unavailable Triamantane C1gH24 13349-10-5 
Thallium acetate C2H3OzTl 563-68-8 Triaquo hexacetate chromate chloride 
Thallium butyrate C4H70 2Tl 63424-49-7 hexahydrate C12H36CICr)OZ2 12366-60-8 
Thallium (I) n-decanoate C IOH i9OzTI 18993-51-6 s-Triazine C3H3N3 290-87-9 
Thallium n-dodecanoate ClzHz302Tl 18993-51-6 Triazine triol C3H3N30 3 108-80-5 
Thallium formate CHOzTl 992-98-3 1.2,4-Triazole C2H,N3 288-88-0 
Thallium heptanoate C7H I30 2Tl 34244-91-2 1,2.4-Triazol-3-one C2H,N3O 930-33-6 
Thallium hexadecanoate CI6H310zTI 33734-55-3 Tribenzyl-/1-hexadecylsilane C37H54Si unavailable 
Thallium hexanoate C6H 11 OzTl 34244-90-1 2.4.6-Tribromoaniline C6H.jBr,N 147-82-0 
Thallium nonanoalC C9H I7O::,TI 34244-92-3 Tri bromomethane CHBr3 75-25-2 
Thallium octadecanoate CI8H3~OzTl 33734-56-4 2.4.6-Tribromophenol C6H,Brp 118-79-6 
Thullium octunoutc CSII I50 2Tl 1 899J-50-5 1,2,3-Tl iUIUIlIU!:'1 U!:',UIC C3H5Br, 96-11-7 
Thallium pentanoate C;lHg02Tl 34244-89-8 Tri(tert-butyl)methane C U H::'8 35660-96-9 
Thallium propionate C,H50 2Tl 63424-48-6 Tri-tert-butylmethanol C I3HzsO 41902-42-5 
Thallium tetradecanoate C I4Hn OzTI 18993-53-8 Tri-n -butyl phosphate CI2H2704P 126-73-8 
Thallium tridecanoate CI5H~~O~Tl 8000611 3 Tributyrin CIsH2606 60-01-5 
Thallium undecanoate C11Hz1O::,Tl 34244-93-4 Tricaproin CZIH.1g06 621-70-5 
THAM C4H 11 N03 77-86-1 a,a.a-Trichloroacetaldehyde C2HCI3O 75-87-6 
Thiaadamantane C9HI4S 281-25-4 Trichloroacetic acid CzHCI30 z 76-03-9 
2-Thiabutane C3H8S 624-89-5 1.2,4-Trichlorobenzene C6H3C13 120-82-1 
ThiacycIobutane C1H6S 287-27-4 2,2.3-Trichlorobutanal C4HsCI3O 76-36-8 
Thiacyc lohexane C,H1oS 1613-51-0 2.2.2-Trichloroethanal C2HClP 75-87-6 
Thiacyclopentane C4HsS 110-01-0 1.1.1-Trichloroethane C2H3CI3 71-55-6 
4-Thiaheptane C6H 14S 111-47-7 1.1.2-Trichloroethane C2H3CI3 79-00-5 
2-Thiahexane C,H1::,S 628-29-5 Trichloroethene C2HC13 79-01-6 
3-Thiahexane C,H1::,S 4110-50-3 Trichloroethylene C2HCI3 79-01-6 
5-Thianonane CgH1SS 544-40-1 Tri-(2-chloroethyllphosphate C6HlzCI304P 115-96-8 
Thianthrene CI:H~S::, 92-85-3 Trifluorochloroethene CzClF; 359-29-5 
2-Thiapentane C-lH1OS 3877-15-4 Trifluorochloroethylene C2CIF, 359-29-5 
3-Thiapentane C-lHIOS 352-93-2 Trichloromethane CHCI, 67-66-3 
2-Thiapropane C2H6S 75-18-3 Trichloromethylsilane CH3CI,Si 75-79-6 

.1. Phvs. Chern. Ref. Data. Vol. 25. NO.1. 1996 
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Trichlorophenylstannane C6HsCl3Sn 1124-19-2 Triglycine sulfate, deuterated C6D 17N3O IOS 17237-73-~ 

1,2,3-Trichloropropane C3HsCl3 98-18-4 Triglycine sulfate-
0-Trichlorosilylbiphenyl C 12H9Cl3Si 18030-62-1 triglycine selenate C6H17N30 lOS . C6H 17N30 lOSe unavailabl( 
p-Trichlorosilylbiphenyl C I2H9Cl3Si 18030-61-0 Triglyme CSH IS04 112-49-: 
{3-Trichlorosilylpropionitrile C3H4CI3NSi 1071-22-3 1,1,1-Trihydroxymethylpropane C6H lOO3 77-99-( 

£1',£1',£1'-Trichlorotoluene C7HSCI3 98-07-7 1,2,3-Trihydroxypropane C3Hs0 3 56-81-~ 

1,3,5-Trichloro-2,4,6-trichlorobenzene C6Cl3F3 319-88-0 1,2,3-Trihydroxypropane-d 3 C3HSD303 7325-16-l 
1,1,1-Trichlorotrifluoroethane C2Cl3F3 354-58-5 Triiodomethane CHI3 75-47-l 
1,1,2-Trichloro-l ,2,2-trifluoroethane C2Cl3F3 76-13-1 Triiron dodecacarbonyl C 12Fe3012 17685-52-~ 

1,1,1-Trichloro-3,3,3-trifluoropropane C3H2CI3F3 7125-83-9 Trilaurin C39H7406 538-24-\ 
1,3,5-Trichloro-2,4,6-trimethylbenzene C9H9Cl3 5324-68-5 Trimargarin CS4HlO406 2438-40-( 
1,2,3-Trichloro-4,5,6-trimethylbenzene C9H9Cl3 19219-81-9 Trimellitic anhydride C9H7OS 552-30-' 
n -TricO'sane C23H4S 638-67-5 Trimethylaluminum C3H9A1 75-24-
Tricresyl phosphate C21H2104P 78-30-8 Trimethylamine C3H9N 75-50-: 
Tricyc1o[ 5 .2.1.02,6]decane C lOH I6 6004-38-2 Trimethylamineborane C3HI2BN 75-22-< 
Tricyc1o[3.3.1. 13,7]decane C lOH l6 281-23-2 Trimethylamine-triborane C3Hl6B3N 57808-48-' 
Tricyc1o[3.3.2.02,s]deca-2,7,9-triene CIOHIO 1005-51-2 Trimethylammonium 
Tricyc1o[ 6.2. I. 13,6]dodecane C I2H20 281-84-5 trichlorocadmate C3H lOCdCI3N 68778-49--
Tricyclo[2.2.1.02.6]hcptanc C71I,o 279-19-6 N,N,2-Trimethylal,mine methyl 

1, 1,3-Tricyc1ohexylpropane C21 H3S 55682-89-8 ester C7H ISN02 140653-59--
Tricyc10pentadienyl yttrium ClsHlsY 1294-07-1 2,N,N-Trimethylaniline C9H13N 609-72-: 
n -Tridecane C I3H2S 629-50-5 Trimethylarsine C3H9As 593-88--
Tridecanedioic acid C 1,Hz40 4 638-53-9 1,2,3-Trimethylbenzene C"Hu 526 73 ~ 

Tridecanoic acid C 13H260 2 638-53-9 1,2,4-Trimethylbenzene C9HI2 95-63-( 
Tridecanoin C33H6206 621-71-6 1,3,5-Trimethylbenzene C9H12 108-67-? 
1-Tridecanol C I3H2SO 112-70-9 2,4,6-Trimethylbenzonitrile CIOHliN 2571-52-( 
Tridecanolactone C'3H240 2 I 725-04-R 2.4.11-Trimethylhenzonitrile 
n -Tridecy I alcohol C l3H2SO 112-70-9 N-oxide CIOHI1NO 2902-57-( 
Tridecyl methyl ketone C IsH300 2345-28-0 Trimethyl borane C3H9B 593-90-1 
Triethanolamine C6H ISN03 102-71-6 Trimethyl borate C3H9B03 121-43--
Triethanolamine borate C6H I2BN03 283-56-7 2,2,3-Trimethylbutane C7H I6 464-06-: 
Triethylaluminum C6HIsAI 97-93-8 Trimethyl cyanurat~ C6H9N30 3 877-89--
Triethylamine C6HISN 121-44-8 2,5,6-Trimethyl-2-cyclohexen-l-one C9H I4O 20030-30-: 
Triethylamineborane C6HISBN 1722-26-5 4-(2,6,6-Trimethyl-l-
Triethylantimony C6H ISSb 617-85-6 cyc1ohexen-l-yl)-3-buten-2-one C 13H20O 79-77-( 

Triethylarsine C6HISAs 617-75-4 3,7,11-Trimethyl-I-dodecyne-3-ol C IsH2SO 1604-35-< 
Triethylbismuth C6HISBi 617-77-6 Trimethylene oxide C3H60 503-30-( 

Triethylboron C6H,sB 97-94-9 Trimethylgallium C3H9Ga 1445-79-( 

Triethy lenediamine C6H,zNz 280-57-9 Trimethylhydrazine C3HIONz 1741-01-: 

Triethylene glycol C6H I40 4 112-27-6 Trimethylhydroquinone C9H I20 2 700-13-( 

Triethylenetetramine C6HISN4 112-24-3 Trimethylindium C3H9In 3385-78-: 
Triethylgallium C6H ISGa 1115-99-7 Trimethylolethane CSH IZ0 3 77-85-( 

Triethylindium C6HIsln 923-34-2 Trimethylolethane tetrahydrate CSHI203·4HzO 142381-76-~ 

Triethylstibine C6H I5Sb 617-85-6 6,1O,14-Trimethyl-3,5-pentadecadien-2-one C'SH32O 1604-32-( 

Trifluoroacetonitrile C2F3N 353-85-5 6,10,14-Trimet!1YI-2-pentadecanone C IsH360 502-69< 

Trifluoroacetyl fluoride CZF40 354-34-7 2,2,4-Trimethylpentane CsHls 540-84- . 

I, 1,1-Trifluoro-3-chloropropane C3H4CIF3 460-35-5 2,3,3-Trimethylpentane CsHls 560-21--
1,1,1-Trifiuoro-3,3-dichloloplop,mc C3H3C121'3 460-69-5 2,3,4-Trimethylpentane CSll l8 565-75-: 

1,1,1-Trifluoroethane C2H3F3 420-46-2 2,4,4-Trimethyl-I-pentene CgHI6 107-39- . 

Trifluoromethane CHF3 75-46-7 2,4,4-Trimethyl-2-pentene CSHI6 107-40--

Trifluoromethanethiol CHF3S 1493-15-8 2,3,6-Trimethylphenol C9H IZO 2416-94-( 

a (Trifluoromethoxy) a.a difluoromethyl 2,~ ,6 Trimethylphenol C9 H,zO 527-60-( 

acetate C.jH3F~03 2195-84-8 2,4,6-Trimethylphenyl isocyanide CIOHlIN 57116-96-~ 

3-Trifluoromethylbenzoic acid C7HSFP2 454-92-2 2,3,6-Trimethylpyridine CgHllN 1462-84-{ 

Triftuoromethyl cyanide C2F3N 353-85-5 cis-(2,4,6-Trimethyl-2,4,6-
TriAlIoromf'thyl O-hyrJroxy-l-propf'nyl) tri pheny llcyc lotri siloxane C~,H~403Si3 3424-57-: 

ketone C5H5FP2 65847-85-0 tralls-Tri-2,4,6-

3-Trifluoromethyl nitrobenzene C7H4F3N02 98-46-4 methylphenyicyclotrisiloxane CZIHz403Si3 6138-53-( 

2-[3-(Trifluoromethyl)-phenyl]amino-3- 2,2,N-Trimethylpropanamide C6H I3NO 6830-83-" 

pyridinecarboxylic acid C'3H9F3N20 Z 4394-00-7 2.4.6-Trimethylpyridine CsHllN 108-75-, 

2-[3-(Triftuoromethyll-phenyl]amino-3 N -((3-Trimethylsil y lethyl)azetidine, 

-pyridinecarboxylic acid. (3-morpholino zinc chloride complex CSH'9ClzNSiZn 42525-64-, 

ethyl ester C'9HcOF3N l0 3 65847-85-0 N -( (3-T rimethy lsily lethy I )ethy lenimine C7H'7NSi 18387-12-' 

a.a,a-Triftuorotoluene C7HSF3 98-08-8 N -((3-Trimethy lsi I y lethy l)trimethylen imine CSH'9NSi 42525-64-, 

m-Trifluorotoluic acid C~H5Fl02 454-92-2 Trimethylsulfonylmethane C4HI006S3 67294-81-< 

a.a.a-Triftuoro-lI1-tolllic acid C~H5Fl02 454-92-2 2,.1..6-Trimethyl-I.3,5-trioxane C6H,z0 3 123-63-" 

Triglycine C6H"N30 4 139-13-9 cis-I ,3,5-Trimethyl-I ,3,5-

Triglycine ftlloroberyllate C6H '7BeF 4N 306 2396-72-7 tri pheny icyclotrisiloxane C21H2403Si3 3424-57-: 

Triglycine ftuoroberyllate, trans-I.3.5-Trimethyl-I ,3,5-

deuterated C6D'7BeF .. N306 unavailable triphenyicyclotrisiloxane CZIHz403Si3 6138-53-1 

Triglycinc sulfate C6H I7 NP,oS 513-29-1 1.3.6-Trimethyluracil C7H ION20 2 13509-52-' 
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1,1,3-Trimethylurea C4H ION2O 632-14-4 U 
Trimyristin C4SHg606 555-45-3 n-Unatriacontane C3,H64 630-04-6 
1,3,5-Tri-2-naphthylbenzene C36H24 7059-70-3 n-Undecane C IlH24 1120-21-4 
1,3,5-Trinitrobenzene C6H3N30 6 99-35-4 Undecanedioic acid C"HZOO4 1852-04-6 
2,4,6-Trinitro-N-(methylnitro )-m-toluidene CgH7NSOS 43072-20-4 n-Undecane-urea adduct CZ.2H6.6N20 1191-63-5 
2,4,6-Trinitrophenol C6H3N30 7 29663-11-4 Undecanoic acid C"H220 2 112-37-8 
2,4,6-Trinitrophenylethyl I-Undecanol C"H24O 112-42-5 

nitramine CgH7NSOg 6052-13-7 Undecanolactone C"HZOO2 710-04-3 
2,4,6-Trinitropheny Imethyl 6-Undecanone C"H22O 927-49-1 

nitramine C7HsNsOs 479-45-8 l-Undecene C\\H22 821-95-4 
2,4,6-Trinitroresorcinol C6H3N30 g 82-71-3 n-Undecyl alcohol C"H24O 112-42-5 
1,3,5-Trinitroso- 1,3,5-triazacyclohexane C3H6N60 3 1116-76-3 Undecylcyanobiphenyl Cz4H3,N 65860-74-4 
2,4,5-Trinitrotolue,ne C7HsN30 6 610-25-3 n-Untriacontane C3,H64 630-04-6 
2,4,6-Trinitrotoluene C7HSN30 6 118-96-7 Uracil C4H4N2OZ 66-22-8 
1,3,5-Trinitro-l ,3,5-triazacyclohexane C3H6N60 6 121-82-4 Uranium pentaethylate CIQH250SU unavailable 
Trioctanoin CZ7Hso06 538-23-8 Urea CH4NzO 57-13-6 
Tri-n-octylamine C24Hs,N 1116-76-3 U rea-l-decene adduct CZ.3H6.7N20 24494-58-4 
1,3,5-Trioxane C3H60 3 110-88-3 Urea-l-dodecene adduct CU H6.sNzO 38588-33-9 
2,5,8-Trioxanonane C6H '403 111-96-6 Urea-l-eicosene adduct CZ.4H6.gNZO 24494-31-7 
3,6,9-Trioxaundecane CgH,g03 112-36-7 U rea-l-hexadecene adduct CZ.3H6.7NzO 24494-57-3 
Tripalmitin CSIH9g06 555-44-2 Urea nitrate CHsN 30 4 17687-37-5 
Triphenylamine C,gH,sN 603-34-9 Urea-I-octadecene adduct CZ-4H6.gNZO 38588-35-1 
Triphenylarsine C,sH,sAs 603-32-7 Urea-phenol complex C13Hl6Nz03 5168-44-5 
1 ,3,5 -Tri phen y Ibenzene CZ4H,g 612-71-5 Urea-l-tetradecene adduct CZ.4H6.9NzO 27610-35-1 
Triphenylbismuthine C1gH,sBi 603-33-8 Urea-trioxane inclusion 
Triphenylcarbinol C'9H 160 76-84-6 compound C IOH22NzO IO 20351-17-1 
Triphpnylrh lorompth:me C 19H 1SCI 76-83-5 Urea-n-undecane adduct C 2'ZHV'6NZO llQl-63-'i 
Triphenylchlorosilane C,sH,sClSi 76-86-8 Urethane C}H7NOZ 51-79-6 
Triphenylene C1gH 1Z 217-59-4 Uric acid CSH4N403 69-93-2 
Triphenylene picric acid C24H,sN30 7 72454-49-0 V 
I, 1,1-Triphenylethane CzoH,g 5271-39-6 

Vinylidene chloride CZH2Ciz 75-35-4 
1,1,2-Triphenylethane C2oH l8 1520-42-9 

Vinyl bromide CZH3Br 593-60-2 
Triphenylethylene CZOH'6 58-72-0 

Vinyl chloride CZH3CI 75-01-4 
Triphenylmethane C'9H '6 519-73-3 

Vinyl cyanide C3H3N 107-13-1 
Triphenyl phenylethynyl tin Cz6HzoSn 1247-08-1 

Vinyl acetate C~H601 108-05-4 
Triphenylphosphate C 1sH,s04P 115-86-6 

Valeraldehyde CsHIOO 110-62-3 
Triphenylphosphine C1sH1SP 603-35-0 

Valeral CSHlOO 110-62-3 
Triphenylphosphine oxide C,gH,sOP 791-28-6 

[r Valerolactone CsHsOz 542-28-9 
2,4,6-Triphenyl pyridine Cz3H 17N 580-35-8 

Valeryl chloride CSH9CIO 638-29-9 
Triphenylstibene C1sH,sSb 603-36-1 

Valeronitrile CSH9N 110-59-8 
Triphenyl-s-triazine Cz,H,sN3 493-77-6 

n -Valerie acid CsHIOOz 109-52-4 
Triphenyl-I J,5-triazine C21 H,sN3 493-77-6 

Valine(D) CsHIINOz 640-68-6 
Triphenyl vinyl tin CZOH1gSn 2117-48-8 

Valine(L) CsH"NOz 72-18-4 Tripropionin. C,zHZOO6 139-45-7 
Valine(DL) CsHIINOz 516-06-3 

Tripropylaluminum C9Hz,AI 102-67-0 
Vanadocene CIOHIOV 1277-47-0 

Tripropylene glycol C9Hzo0 4 1638-16-0 
Viny Itrimethy Isilane CsH,zSi 754-05-2 

Triptycene CZOH'4 477-75-8 
Vinyl isobutyl ether C6H,zO 109-53-5 

TRIS C4H 11 N03 77-86-1 
Vinyl n -butyl ether C6H,p 111-34-2 

Tris( di -n -butyldithiocarbamato )antimony 
Vinyldimethylphenylsilane CtoH,.jSi 1125-26-4 

(III) C27Hs4N3S6Sb 14907-93-8 
Vinyldimethylbenzylsilane C 11 H'6Si 18001-46-2 

Tris( di on-bury Idirhiocarbamato )arsenic 
(III) C27H54AsN3S6 48233-55-2 W 

Tris(di-n-butyldithiocarbamato )bismuth 
WNC 18 polymer (CH2)" 9002-88-4 

(III) C27H54BiN3S6 34410-99-6 
Wurster's Blue perchlorate CIOHI6N2CIO.j 38668-38-1 

Tris( di-Il-butyldithiocarbamato )phosphorus 
(Ill) CnHs4N3PS6 69267-83-0 

Tris-(cyclopentadienylcobalt)disulfide C,sH'SC03S2 11105-79-6 X 
Tris(hydroxymethyllaminomethane C4H"NO, 77-86-1 Xanthine C5H.jN.jOz 57-41-0 

Tris(methylammonium) Xanthone C13Hg0 2 90-47-1 

nonachlorodibismuthate C3H,gBizCI9N3 72318-16-2 m-Xylene CgHIO 108-38-3 

Tris(3-methylpentane-2A-dionato)iron(lII) C,gH27Fe06 13978-46-6 a-Xylene CgHIO 95-47-6 

Tris(2-picolylamine liron chloride p-Xylene CgHIO 106-42-3 

ethanolate C2oH30Ci2FeN60 18433-69-7 Xylitol C5H'20S 87-99-0 

Tris(sarcosine) calcium chloride C9H2,CaCI 2N,06 10051-96-4 a-Xylose(Dl CsHIOOs 58-86-6 

Insteann C57H'IOO6 555-43-1 
Trithiocarbonic acid CHzS, 594-08-1 
fl-Tritriacontane C,3H68 630-05-7 
anti. trans-Truxane C'SH I6 25456-55-7 

sm, tral1s-Truxane C'SH'6 23358-17-0 
Tryptophane(l) CI,H12N202 73-22-3 
Tyrosine(l) C9H"N03 60-18-4 
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Ytterbium isothiocyanate 
hexahydrate 

Yttrium ethylsulfate 
Yttrium isothiocyanate 

hexahydrate 

Zinc acetate 
Zinc acetate dihydrate 
Zinc acetylacetonate 
Zinc(II) n-decanoate 

y 

Z 

C3N3S3 Yb·6H2O 

C6H15012S3 Y·9H 2O 

C3N3S3Y·6H2O 

C4H60 4Zn 
C4H60 4Zn·2H2O 

C IOH I40 4Zn 

C2oH3S04Zn 

J. Phys. Chern. Ref. Data, Vol. 25, No.1, 1996 

Zinc(II) n-dodecanoate 
Zinc(II) n-hexadecanoate 

91862-08-7 Zinc(II) n-hexanoate 

13040-17-0 Zinc(II) n-octadecanoate 
Zinc(II) n-octanoate 

91862~09-8 Zmc(ll) n-tetradecanoate 
Zirconium acetylacetonate 

557-34-6 Zirconium a,a,a-

5970-45-6 trifluoroacetylacetonate 

14024-63-6 
13040-17-0 

C24H4604Zn 2452-01-

C32H6204Zn 4991-47-
C12H220 4Zn 20779-08-

C36H7004Zn 557-05-

CI6H3004Zn 557-09-
C2sH5404Zn 16260-27-

C2oH2S08Zr 17501-44-' 

C20H 16F 120sZr 17499-68-
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